LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060119\
Data File : BG041008.D

Aca On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

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-BG052919 .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

3.120 3 5 15 rVB3 41842 78231 1.80% 0.387%
3.202 15 19 30 rvB 49495 73480 1.69% 0.363%
rBv 79333 123872 2.85% 0.612%
5.652 430 436 448 rVB 736269 1165753 26.83% 5.761%
7.262 702 710 719 rBV 776392 1303156 29.99% 6.440%
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7.644 768 775 787 rBV 741515 1249850 28.76% 6.177%
8.120 849 856 865 rBvV 207768 351603 8.09% 1.738%
8.443 904 911 919 rBV 825639 1390014 31.99% 6.869%
9.295 1048 1056 1065 rBV 677995 1236379 28.45% 6.110%
10.940 1329 1336 1343 rBV 267565 481418 11.08% 2.379%

=
QO ~NO®

11 13.373 1743 1750 1762 rBV 2001920 3022337 69.56% 14.936%
12 14.747 1978 1984 1998 rVB2 463935 744833 17.14% 3.681%
13 16.234 2230 2237 2248 rBV 994826 1533501 35.29% 7.579%
14 17.497 2444 2452 2461 rBV 625221 967192 22.26% 4_.780%
15 20.088 2887 2893 2899 rBV 3332751 4345196 100.00% 21.474%

16 21.774 3173 3180 3188 rVB 648880 1092476 25.14% 5.399%
17 25.112 3735 3748 3762 rVB3 351102 1075546 24.75% 5.315%

Sum of corrected areas: 20234837
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041008.D

Aca On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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: BG041008.D

3000000
2500000
2000000
1500000

1000000
8.44
5.65 7.26 7.64 9.29

500000
8.12 10.94

3120 5 19

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041008.D

20.09
3000000

2500000

2000000, 1337

1500000

1000000 16.23

17.50 21.77
500000 14.75

L L S e L ma

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: BG041008.D

3000000

2500000

2000000

1500000

1000000

500000 25.11

AR A B L AR RARAE Ramad L s L AR RARRA RREAR R

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\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041008.D

Aca On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.20 4.18 ng 73480 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 19 (3.202 min): BG041008.D (-15) (-) m/z 73.10 100.00%
7B T
5000{ 43
3.20 3.30 3.40 3.50 3.60
J,-....,....,....,.... 2 2l m/z 43.00 41.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAE AR AR LR AR AR
43 3.20 3.30 3.40 3.50 3.60
m/z 87.00 26.73%
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
3.20 3.30 3.40 3.50 3.60
5000{ 41 m/z 55.00 21.90%
I 112
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 45.10 10.30%
5000{ 43
'u'ﬂ"tl'”'l"'W"" NI DL S L B S
m/z--> 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041008.D

Aca On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown5.19 Concentration Rank 3

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

5.19 7.05 ng 123872 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 357 (5.188 min): BG041008.D (-352) (-) m/z 43.00 100.00%
48
59
5000
1 480 500 520 540 560
' ..-!|,....f‘.3...-,|....,.1.2.9.,....,....,.... 22 Tm/z 59.00  57.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4030: 2,3-Butanedione, monooxime
48
5000 S RN L LR L
4.80 5.00 5.20 5.40 5.60
101 m/z 101.00 19.70%
15 31 | 584 g6
m/z--> 20 40 éo éo 160 120 150 1éo 1é0 260 250 250
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 500 520 540 560
5000 5o m/z 58.00 13.41%
15 101
'”'P?i“”'wﬁ'”?i'ﬁt”'P'”l”'W'”'P'”I”'W'”'P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e T
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.07%
5000 41
""I""HL"IW"Z%I""I" "}?ﬁ'}4?"'|""|""|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060119\
Data File : BG041008.D

Aca On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 4 unknown7.64 Concentration Rank 2

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

7.64 71.09 ng 1249850 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 774 (7.638 min): BG041008.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 UL IR I L
40 54 8 036 7.40 7.60 7.80 8.00
L lis 169 252 m/z 68.00 50.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IR I L
7.40 7.60 7.80 8.00
21 m/z 66.00 35.37%
“'PJJH”“W'LJP'”I”'W"'P'”I”"'”"'”I”'W'”'
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #14770: Cyclopropanamine, 1-phenyl-
132
104 740 7.60 7.80 8.00
5000 m/z 134.00 31.42%
51 77
117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14503: 1H-Benzimidazole, 2-methyl- B s
132 7.40 7.60 7.80 8.00
m/z 69.00 23.37%
5000

63 90 104
26 39 b 7\7 Ly 117 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BG060119\
Data File : BG041008.D

Acq On 1 Jun 2019 12:21

Operator : HP/JU

Sample : PB120099BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
Butane, 2-methoxy... 3.20 4.2 ng 73480 1 8.12 351603 20.0
unknown5.19 5.19 7.0 ng 123872 1 8.12 351603 20.0
unknown? .64 7.64 71.1 ng 1249850 1 8.12 351603 20.0
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