LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043683.D

Aca On : 18 Nov 2019 21:32

Operator :© JU

Sample = K5904-12

Misc :

ALS Vial : 12 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-BG102119.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 3.156 6 11 21 rVB 76151 130760 5.21% 1.085%
2 5.095 336 341 351 rBV 107995 166810 6.64% 1.385%
3 5.588 418 425 437 rBV 468102 799729 31.85% 6.639%
4 7.192 690 698 712 rBV 503980 966081 38.47% 8.020%
5 7.539 749 757 767 rBV 539480 934341 37.21% 7.756%

7.991 827 834 842 rBV 96618 167534 6.67% 1.391%
8.314 882 889 901 rBV 370411 661699 26.35% 5.493%
261895 548928 21.86% 4 _557%
10.800 1304 1312 1331 rBV 92167 213351 8.50% 1.771%
13.244 1721 1728 1740 rBV 756624 1311404 52.23% 10.886%
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11 14.078 1864 1870 1881 rBV 60202 122117 4._86% 1.014%
12 14.625 1957 1963 1977 rBV 202981 338382 13.48% 2.809%
13 16.117 2210 2217 2244 rBV 713025 1276860 50.85% 10.600%
14 17.368 2423 2430 2447 rBV 237780 444448 17.70% 3.690%

15 18.261 2577 2582 2588 rBV3 21804 33085 1.32% 0.275%
16 19.977 2868 2874 2888 rBV 1736155 2510951 100.00% 20.844%
17 21.276 3091 3095 3096 rBV2 47066 48938 1.95% 0.406%
18 21.634 3150 3156 3168 rBV 312469 573843 22.85% 4._.764%
19 22.410 3282 3288 3293 rBV4 21620 32310 1.29% 0.268%
20 23.091 3399 3404 3412 rVB2 27385 51525 2.05% 0.428%
21 23.878 3532 3538 3545 rBV3 26483 55608 2.21% 0.462%

22 24.813 3687 3697 3712 rBV 217785 657570 26.19% 5.459%

Sum of corrected areas: 12046274
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043683.D

Aca On : 18 Nov 2019 21:32

Operator : JU

Sample : K5904-12

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043683.D
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Abundance TIC: BG043683.D
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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: BG043683.D
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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\BG111819\
Data File : BG043683.D

Aca On : 18 Nov 2019 21:32

Operator :© JU

Sample : K5904-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.16 15.61 ng 130760 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 42
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 32
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 10
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 12 (3.161 min): BG043683.D (-6) (-) m/z 73.10 100.00%
(<}
5000 43
‘ 407 3.20 3.30 3.40 3.50 3.60
0 e B L e m/z 43.10 41.98%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 HAAE R SRR AR AR R
43 3.20 3.30 3.40 3.50 3.60
J m/z 55.10 28.32%
0 '”ldJ""I""I""I""I""I""I""I"
mz-> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
320 330 3.40 3.50 3.60
5000 a1 m/z 87.10 27 .30%
O .WIJ,L {' ?T' }%g'l' UELERNY UL UL UL SRR BU
mz-> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl- R Raman na e e R
30 3.20 3.30 3.40 3.50 3.60
m/z 41.05 11.95%
5000 87
0 JW 'F?"'I""I""I"" UL DALY SRR DU
mz-> 0 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043683.D

Aca On : 18 Nov 2019 21:32

Operator :© JU

Sample : K5904-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 19.91 ng 166810 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 340 (5.089 min): BG043683.D (-336) (-) m/z 43.05 100.00%
43
59
5000
101 S 5 W
83 480 5.00 5.20 5.40
M P N A N m/z 59.10 67.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R L LI I
59 480 500 520 5.40
m/z 101.10 23.50%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 14.02%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 5.20 5.40
m/z 41.10 10.43%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043683.D

Aca On : 18 Nov 2019 21:32

Operator :© JU

Sample : K5904-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.54 Concentration Rank 1

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

7.54 111.54 ng 934341 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 757 (7.539 min): BG043683.D (-749) (-) m/z 132.10 100.00%
132
5000 68 j\
96 AU A I LR
40 054 62 ‘| B 103 720 7.40 7.60 7.80
SNSRI 1 RS ] BEOP FAPRIN . MR M| WERMMSMSSMNSSSU [ SN m/z 68.10 40.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR RARRY
7.20 7.40 7.60 7.80
3 78 m/z 134.00 33.37%
1 3
44
OH'WL“ww!“JL'w'“!w'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 29.02%
70
31
L3 wa e P | |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132 7.20 7.40 7.60 7.80
m/z 69.10 19.83%

5000
69
39 ‘ 76
89 g7103 ‘
0 ‘\‘\\\\\\‘63 1. [, | [l 115
R R i T AR RS

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043683.D

Acq On : 18 Nov 2019 21:32

Operator : JU

Sample - K5904-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.16 15.6 ng 130760 1 7.99 167534 20.0
2-Pentanone, 4-hy... 5.09 19.9 ng 166810 1 7.99 167534 20.0
unknown? .54 7.54 111.5 ng 934341 1 7.99 167534 20.0
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