LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080118\

Data File : BG036034.D

Aca On : 1 Aug 2018 15:17 Instrument :
Operator : JU/SJ BNA_G

Sample - J4257-07 ClientSampleld :
Misc - FK-BPM-03-001-D
ALS Vial : 8 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-BG071218 .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

5.135 306 314 329 rVB 93667 157554 5.45% 1.102%
5.604 388 394 410 rBV 625716 1036983 35.86% 7.256%
rBv 637970 1162079 40.18% 8.131%
7.555 718 726 737 rBV 642098 1109474 38.36% 7.763%
8.025 798 806 815 rBV 123099 220019 7.61% 1.539%
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8.342 853 860 869 rBvV 453959 800326 27.67% 5.600%
9.182 996 1003 1015 rBV 358027 700827 24.23% 4.904%
10.827 1276 1283 1292 rBV 133150 263833 9.12% 1.846%
13.265 1691 1698 1714 rBV 915933 1552633 53.69% 10.864%
14.099 1831 1840 1849 rBV 132166 241866 8.36% 1.692%

=
QO ~NO®

11 14.645 1927 1933 1944 rBV3 256962 427196 14.77% 2.989%
12 16.131 2178 2186 2206 rBV 840129 1475024 51.00% 10.321%
13 17.389 2393 2400 2411 rBV 365941 626074 21.65% 4_.381%
14 19.997 2837 2844 2857 rBV 2161381 2892106 100.00% 20.236%
15 21.653 3118 3126 3136 rBV 441870 797979 27 .59% 5.583%

16 23.116 3368 3375 3383 rBV9 13928 31421 1.09% 0.220%
17 23.304 3401 3407 3414 rvVB2 27629 50308 1.74% 0.352%
18 24.849 3656 3670 3682 rBV 247448 746441 25.81% 5.223%

Sum of corrected areas: 14292143
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036034.D

Aca On : 1 Aug 2018 15:17

Operator : JU/SJ

ﬁ?ggle i J4257-07 FK-BPM-03-001-D
ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036034.D

2000000

1500000

1000000

5.60 7.19 7.55
500000 8.34

5.13 8.02 10.83

R S .S L L O L R

Time--> 350 400 450 5.00 5.50 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG036034.D

20100
2000000

1500000

100000041326 16.13

500000 21.65

17.39
14.65
14.10

L0 e i o o o e o o L o o o o B L B LA e ey I B i e

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: BG036034.D

2000000

1500000

1000000

500000
24.85

232330

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\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036034.D

Aca On : 1 Aug 2018 15:17

Operator : JU/SJ

ﬁ?ggle i J4257-07 FK-BPM-03-001-D
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 14.32 ng 157554 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 313 (5.129 min): BG036034.D (-306) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 SRR N ———
83.2 480 5.00 520 5.40
oﬁ-,w-l,lu:..~!~|,-....,'....-,....,....,....,....,...2.09-.6. m/z 59.15 75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRR AR
480 5.00 520 5.40
59.0 m/z 101.15 25.26%
27|'0 il | 83.0 1o
ottt sl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8358: 2-Hexanol, 2-methyl-
54.0
480 500 520 540
5000 m/z 58.10 15.89%
43.0
270 H 630 101.0
0 ..‘.,.‘:“..‘,‘.‘..‘l‘i..‘..,‘....,‘....,....,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8367: n-Propyl t-butyl ether
54.0 480 5.00 520 5.40
m/z 41.15 9.49%
5000 410 101.0
0 .1.5..0|....|....|....|8§7.0..|..1.1.7|'0....|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036034.D

Aca On : 1 Aug 2018 15:17

Operator : JU/SJ

ﬁ?ggle i J4257-07 FK-BPM-03-001-D
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 100.85 ng 1109470 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 725 (7.549 min): BG036034.D (-718) (-) m/z 132.15 100.00%
13p.2
68.2 ﬂL
5000
401 541 ‘| %2 ‘ 720 7.40 7.60 7.80
' : 77.2 . . . )
Ottt T2 870 | agezuse || ey,
m/z--> 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
33.0 44.0 0.0 105.0 m/z 66.15 36.53%
0 e 30 T 800 L1150 |
UL UL UL UL IURIL UL UL B B S SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80
5000 97.0 m/z 134.15  33.20%
70.0
31.0
0 ‘ 44.0 ‘\ 60.\0 1 ‘ 86\.0 Il 106'0116'0 |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e B R
132.0 7.20 7.40 7.60 7.80
69.0 m/z 69.10 23.27%
104.0
5000
31.0 51.0 78.0
OH'WM“le“JL'w'“lh“wl“'w'“'w“kl“'w'“'l““l“
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\BG080118\

Data File : BG036034.D

Acg On : 1 Aug 2018 15:17

Operator : JU/SJ

ﬁ?ggle i J4257-07 FK-BPM-03-001-D
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 14.3 ng 157554 1 8.02 220019 20.0
unknown? .55 7.55 100.8 ng 1109470 1 8.02 220019 20.0
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