LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\

Data File : BG028841.D

Aca On : 20 Sep 2017 21:12 Instrument :

Operator : SJ/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : 15292-03 BU-01-091817

ALS Vial : 19 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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

5.397 301 308 316 rBV 167405 267941 7.96% 1.866%
5.861 379 387 400 rBvV 572486 962669 28.59% 6.705%
rBv 500786 915837 27.20% 6.378%
7.824 713 721 733 rBV 600322 1067441 31.70% 7.434%
8.288 793 800 808 rBv2 110655 196741 5.84% 1.370%
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8.617 847 856 864 rBV 441651 814256 24.18% 5.671%
9.457 991 999 1009 rBV 355120 687911 20.43% 4.791%
11.108 1272 1280 1290 rBV 151621 277550 8.24% 1.933%
13.529 1683 1692 1701 rBV 1130239 1754201 52.10% 12.217%
14.909 1920 1927 1935 rBV2 251245 413747 12.29% 2.882%

=
QO ~NO®

11 16.396 2173 2180 2202 rBV 934670 1592647 47.30% 11.092%
12 17.659 2389 2395 2402 rBV2 392846 619696 18.41% 4_.316%
13 20.250 2829 2836 2842 rBV 2507737 3366877 100.00% 23.449%
14 21.983 3124 3131 3140 rBvV2 383123 738101 21.92% 5.141%
15 25.456 3710 3722 3746 rVB2 195028 682871 20.28% 4._.756%

Sum of corrected areas: 14358486
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028841.D

Aca On : 20 Sep 2017 21:12

Operator : SJ/JU

Sample : 15292-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
2500000 TIC: BG028841.D

2000000
1500000

1000000

5.86 7.82
7.44 8.62

500000 : 0.46
5.40 8.9 11.11
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Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10 50 11. OO 11. 50 12. OO 12. 50 13 00
Abundance . .
2500000 TIC: BG028841.D

20125

2000000

1500000

13.53
1000000 16.40

500000 17.66 21.98
14.91

O e o LANLAN ae L HLL A A B 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 : .
2500000 TIC: BG028841.D

2000000

1500000

1000000

500000
25.46

O e T e e e e e e

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:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028841.D

Aca On : 20 Sep 2017 21:12

Operator : SJ/JU

Sample : 15292-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.40 Concentration Rank 3

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

5.40 27.24 ng 267941 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 45
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 3-0ctanol 130 C8H180 000589-98-0 38
4 Propanoic acid. 2-hvdroxv-2-meth... 118 C5H1003 002110-78-3 33
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 33

Abundance Scan 309 (5.403 min): BG028841.D (-301) (-) m/z 43.10 100.00%
431
5000
101.1 IS 1 G
5.00 5.20 5.40 5.60 5.80

e 890 2RSS 2048 Tz 59.10 74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8346: 2-Hexanol, 2-methyl-

59.0

5000 BN NOLINL N L L L LB L LB
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.10 26.58%
,‘,““‘790,,, N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
R EARERREEE
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 19.26%
15.0 101.0
T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13639: 3-Octanol R e e

5.00 520 540 5.60 5.80
m/z 41.10 12.27%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028841.D

Aca On : 20 Sep 2017 21:12

Operator : SJ/JU

Sample : 15292-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.82 108.51 ng 1067440 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 720 (7.818 min): BG028841.D (-713) (-) m/z 132.10 100.00%
1321
5000 68.1

740 7.60 7.80 8.00 8.20

...'!l,..k..l,l....,....,....,....,....,....,....,..‘.‘?6,4 m/z 68.10 45.72%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 |/|\||||||||||||||||||||

740 7.60 7.80 8.00 8.20

69.0
‘ m/z 66.10 32.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
B
69.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.26%
31.0
T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methy!- T
132.0 740 760 780 800 820

m/z 69.10 20.15%

5000
63.0
150 ), |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 740 7.60 780 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
Data File : BG028841.D

Acq On : 20 Sep 2017 21:12

Operator : SJ/JU

Sample - 15292-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
unknown5 .40 5.40 27.2 ng 267941 1 8.29 196741 20.0
unknown? .82 7.82 108.5 ng 1067440 1 8.29 196741 20.0
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