LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\

Data File : BG027680.D

Aca On : 26 Jun 2017 18:31 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 13876-03 CAMF&EZ%J
ALS Vial : 6 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:\HPCHEM1\BNA G\METHODS\8270-BG062117.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

5.627 287 296 303 rBV 15037 23167 1.06% 0.327%
6.074 365 372 382 rVB 130762 226966 10.36% 3.208%
rBB 76579 140379 6.41% 1.984%
8.018 696 703 714 rBV 243274 448724 20.48% 6.342%
8.488 775 783 790 rBvV2 47458 83614 3.82% 1.182%
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8.817 831 839 849 rBB 215527 403933 18.43% 5.709%
9.652 973 981 992 rBV 187963 344784 15.73% 4._.873%
11.303 1253 1262 1270 rBVY 63598 120244 5.49% 1.699%
13.700 1662 1670 1677 rBV 551377 884448 40.36% 12.501%
15.075 1898 1904 1912 rVB2 110176 185835 8.48% 2.627%

=
QO ~NO®

11 16.561 2150 2157 2166 rBV 604632 956483 43.64% 13.519%
12 17.825 2365 2372 2382 rBV 205731 316921 14.46% 4._479%
13 20.404 2804 2811 2820 rBV 1609177 2191553 100.00% 30.975%
14 22.184 3106 3114 3125 rVB 208735 390946 17.84% 5.526%
15 25.809 3718 3731 3744 rBV2 112589 357263 16.30% 5.049%

Sum of corrected areas: 7075260
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\

Data File : BG027680.D

Aca On : 26 Jun 2017 18:31

Operator : SJ/JU

ﬁ?ggle i 13876-03 CAN-FB062217
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG062117 .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: BG027680.D
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Abundance TIC: BG027680.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\

Data File : BG027680.D

Aca On : 26 Jun 2017 18:31

Operator : SJ/JU

ﬁ?ggle i 13876-03 CAN-FB062217
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.63 5.54 ng 23167 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 297 (5.633 min): BG027680.D (-287) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| | 84.0 520 540 5.60 5.80 6.00
0...,....,....,....,....',!'...,...'.,....,....,.'!..,...!,....,. m/z 59.10 65.44Y%
m/z--> 0 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4- hydroxy—4—methy|—
43.0
5000 N L UL R
59.0 520 540 560 580 6.00
0
150 a0 1010 m/z 101.00 25.48%
1L ‘ ‘ 830 Il ‘
e R IS IR R IS UL RS RS LS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
520 540 5.60 580 6.00
5000 m/z 58.10 23.98%
15.0
58.0
0 27.0
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one
43.0 5.20 540 560 5.80 6.00
m/z 41.00 14 .79%
5000
55.0
o 2ro 710 830 980
miz--> 5 % % 40 s 60 7 8 80 100 10 | 550 50 560 550 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\

Data File : BG027680.D

Aca On : 26 Jun 2017 18:31

Operator : SJ/JU

ﬁ?ggle i 13876-03 CAN-FB062217
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.02 Concentration Rank 1

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

8.02 107.33 ng 448724 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 703 (8.018 min): BG027680.D (-696) (-) m/z 132.00 100.00%
132.0
5000 68.0
7.60 7.80 8.00 8.20 8.40
o} m/z 68.00 50.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 | R L
69.0 7.60 7.80 8.00 8.20 8.40
39.0 57.0 m/z 66.00 34 .75%
‘ ‘ 89.0 103.0
0"P”'P”'P'Jmhwﬁw”l””I””I””I”JWM“WEQQ”'W"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
AN RN RS R R
104.0 7.60 7.80 8.00 8.20 8.40
5000 ' m/z 134.00 32 .55%
510 77.0
39.0 65.0 91.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 7.60 7.80 8.00 8.20 8.40
m/z 69.00 24 .22%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 7.60 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062617\

Data File : BG027680.D

Acg On : 26 Jun 2017 18:31

Operator : SJ/JU

ﬁ?ggle i 13876-03 CAN-FB062217
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.63 5.5 ng 23167 1 8.49 83614 20.0
unknown8 .02 8.02 107.3 ng 448724 1 8.49 83614 20.0
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