LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG062617\
Data File : BG027677.D

Aca On : 26 Jun 2017 16:32

Operator : SJ/JU

Sample : PB100146BL

Misc :

ALS Vial : 3 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
1 5.627 290 296 306 rVB 41310 66102 3.22% 0.840%
2 6.080 365 373 385 rVB 316851 542899 26.42% 6.897%
3 7.637 630 638 649 rBV 324616 589708 28.69% 7.492%
4 8.030 697 705 715 rBV 307501 563693 27.43% 7.161%
5 8.494 775 784 793 rBB 49747 87099 4.24% 1.107%

8.817 831 839 847 rBB 212103 389120 18.93% 4.943%
9.658 972 982 991 rBV 180741 336749 16.39% 4.278%
11.309 1255 1263 1270 rBV 71673 131116 6.38% 1.666%
13.700 1663 1670 1681 rBB 570143 873134 42.48% 11.093%
15.075 1897 1904 1911 rVB2 120711 202610 9.86% 2.574%

=
QO ~NO®

11 16.561 2150 2157 2169 rBV 565059 899911 43.79% 11.433%
12 17.825 2364 2372 2379 rBV 220652 334312 16.27% 4.247%
13 20.404 2804 2811 2818 rBV 1544547 2055207 100.00% 26.110%
14 22.190 3108 3115 3122 rBV 219195 408141 19.86% 5.185%
15 25.809 3717 3731 3746 rBV 125388 391584 19.05% 4_975%

Sum of corrected areas: 7871385
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\
Data File : BG027677.D

Aca On : 26 Jun 2017 16:32

Operator : SJ/JU

Sample : PB100146BL

Misc :

ALS Vial : 3 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

Abundance TIC: BG027677.D
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Abundance TIC: BG027677.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\
Data File : BG027677.D

Aca On : 26 Jun 2017 16:32

Operator : SJ/JU

Sample : PB100146BL

Misc :

ALS Vial : 3 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-Hexanol, 2-methyl- Concentration Rank 3

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

5.63 15.18 ng 66102 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 296 (5.627 min): BG027677.D (-290) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR SARRE RARRE RN
| 83.0 520 5.40 5.60 5.80 6.00
o e m/z 59.00 62.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
5000 R L L R
520 5.40 5.60 5.80 6.00
101.0 m/z 101.00 21.88%
310 40 600 830
0 '"I}?RI"'“H“"'Itth?gpﬂl'i""P"'I""I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
520 540 5.60 580 6.00
5000 5.0 m/z 58.00 18.04%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
54.0 520 5.40 5.60 5.80 6.00
m/z 41.00 8.60%
5000
43.0 101.0
0 15.0 \3\1‘0 ‘\ mnn 71.0 83\0 ’/\
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062617\
Data File : BG027677.D

Aca On : 26 Jun 2017 16:32

Operator : SJ/JU

Sample : PB100146BL

Misc :

ALS Vial : 3 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 unknown8.03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.03 129.44 ng 563693 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16
Abundance Scan 705 (8.030 min): BG027677.D (-697) (-) m/z 132.00 100.00%
132.0
5000 68.0

7.60 7.80 8.00 8.20 8.40

01 m/z 68.00 51.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 |/|\|||||||||||||||||||||
7.60 7.80 8.00 8.20 8.40
70.0 m/z 66.00 36.20%
310 440
0..P.”“.”,”.q”.w.”.“”.P.”,””,”.W.H.P”.P.”,.” T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
frr e e
7.60 7.80 8.00 8.20 8.40
5000 m/z 134.00 32.77%

0 830 4,25 920 1040

15,0 27.0 390 52 117.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14770: Cyclopropanamine, 1-phenyl- T BRamr L

132.0 7.60 7.80 8.00 8.20 8.40
m/z 69.00 22.64%

104.0
5000
51.0 7.0
39.0 ‘ 65.0 ‘ 91.0 115.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062617\
Data File : BG027677.D

Acq On : 26 Jun 2017 16:32

Operator : SJ/JU

Sample : PB100146BL

Misc :

ALS Vial : 3 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-Hexanol, 2-methyl- 5.63 15.2 ng 66102 1 8.49 87099 20.0
unknown8.03 8.03 129.4 ng 563693 1 8.49 87099 20.0
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