LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032218\
Data File : BG033307.D

Aca On : 22 Mar 2018 22:58

Operator : SJ/JU

Sample : PB107545BL

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

5.793 420 426 437 rBV2 31192 56613 1.28% 0.309%
6.305 507 513 531 rBV 671554 1358350 30.80% 7.412%
rBv 694380 1510267 34.24% 8.241%
8.402 862 870 893 rBvV 648872 1418866 32.17% 7.742%
8.890 946 953 967 rBV 84589 211923 4._80% 1.156%
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9.225 1002 1010 1023 rBV 503962 1013470 22.98% 5.530%
10.088 1150 1157 1176 rBV 386029 914096 20.72% 4.988%
11.775 1437 1444 1456 rBV 132198 303497 6.88% 1.656%
14.137 1839 1846 1867 rBVY 1383839 2400838 54.43% 13.101%
15.506 2072 2079 2093 rBV2 288538 534934 12.13% 2.919%

=
QO ~NO®

11 16.980 2323 2330 2347 rBV 972452 1700341 38.55% 9.278%
12 18.238 2537 2544 2562 rBV 450918 786967 17 .84% 4.294%
13 20.758 2967 2973 2989 rBV 3253678 4410786 100.00% 24.068%
14 22.591 3278 3285 3298 rVB 469467 878805 19.92% 4._795%
15 26.381 3919 3930 3948 rBV2 236443 826416 18.74% 4 _509%

Sum of corrected areas: 18326169
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

2 \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG032218\
: BGO33307.D

: 22 Mar 2018 22:58

: SJ/JU

: PB107545BL

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance
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TIC: BG033307.D

6.30 7.99 840

9.22 10.09

579 8.89 11.77
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG033307.D
20,76

14.14

16.98

18.24 22.59
15.51

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033307.D

26.38

0
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032218\
Data File : BG033307.D

Aca On : 22 Mar 2018 22:58

Operator : SJ/JU

Sample : PB107545BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.79 5.34 ng 56613 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 425 (5.788 min): BG033307.D (-420) (-) m/z 43.00 100.00%
43
5000
101 I AREE RN RS RSN
| 420 540 5.60 5.80 6.00 6.20
— m/z 59.00 61.43%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L ARRE RS AR AR
540 5.60 5.80 6.00 6.20
m/z 101.00 19.40%
‘ 101
wl b
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
59
USRNSSR AR L
540 5.60 5.80 6.00 6.20
5000 m/z 41.00 9.43%
86
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4030: 2,3-Butanedione, monooxime
43 540 5.60 5.80 6.00 6.20
m/z 58.00 7.90%
5000
101
}é"l‘ﬁ?"l""l"" rrrrrprrr T
m/z-> 0 50 100 150 200 250 300 350 400 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032218\
Data File : BG033307.D

Aca On : 22 Mar 2018 22:58

Operator : SJ/JU

Sample : PB107545BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.40 Concentration Rank 1

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

8.40 133.90 ng 1418870 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 870 (8.402 min): BG033307.D (-862) (-) m/z 132.00 100.00%
132
5000 68 /\\h_
75 ® 104 ‘ 800 8.0 840 860 8.80
..,....,....,...:'" 4, o Sk | b 8 M5l Tm/z 68.00  49.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- /\\
132
5000 S NRASIRARAS BABSERRRRE RN
8.00 M08m5m08m
m/z 66.00 36.24%
15 28 39 52 B 77 0 1M g5
s 25 3 4 B e b 8 8 100 110 135 130 140
Abundance
132
800 8.20 840 860 8.80
5000 m/z 134.00 34.67%
69
57
39 76
47 89 103 115
mﬁmﬁmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine REa e ARAREEEE LR
132 8.00 820 8.40 8.60 8.80
69 m/z 69.00 22 .30%
104
5000
31 o9 “ 8
L1
m/z--> 15 25 §0 45 55 éo 75 85 §0 160 110 150 1§0 140 800 850 840 8%0 8%0
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032218\
Data File : BG033307.D

Acq On : 22 Mar 2018 22:58

Operator : SJ/JU

Sample : PB107545BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.79 5.3 ng 56613 1 8.90 211923 20.0
unknown8 .40 8.40 133.9 ng 1418870 1 8.90 211923 20.0
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