LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104226.D

Aca On : 4 Apr 2018 15:42

Operator : JU/SJ

Sample : PB107885BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF032818.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 5.210 527 531 542 rBV 49794 99641 2.65% 0.352%
2 5.598 593 597 638 rBY 1254288 2721200 72.24% 9.604%
3 6.598 763 767 785 rBVY 1372969 2635432 69.96% 9.301%
4 6.728 785 789 820 rVV 2016381 3238146 85.96% 11.429%
5 6.951 824 827 849 rVvV 309437 666403 17.69% 2.352%

7.104 849 853 881 rvB 1779035 2341897 62.17% 8.265%
7.516 919 923 950 rBV 990239 1771872 47.04% 6.254%
557814 907157 24.08% 3.202%
9.304 1222 1227 1255 rBV 2775442 3654646 97.02% 12.898%
9.986 1339 1343 1362 rBV 903678 1062221 28.20% 3.749%
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11 10.786 1475 1479 1511 rBV 1652802 2263737 60.09% 7.989%
12 11.486 1594 1598 1617 rBV 796089 1115198 29.60% 3.936%
13 11.986 1678 1683 1693 rBV5 17297 39865 1.06% 0.141%
14 13.069 1863 1867 1883 rBV 3008947 3767037 100.00% 13.295%
15 14.139 2045 2049 2068 rBV 835201 1171713 31.10% 4_.135%

16 15.680 2306 2311 2324 rBV 462102 877770 23.30% 3.098%

Sum of corrected areas: 28333935
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040418\
BF104226.D

4 Apr 2018 15:42

JussJ

PB107885BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104226.D

Aca On > 4 Apr 2018 15:42

Operator : JU/SJ

Sample : PB107885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown5.21 Concentration Rank 3

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

5.21 2.99 ng 99641 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 1.2-Butanediol 90 C4H1002 000584-03-2 32
3 3-Pentanol 88 C5H120 000584-02-1 32
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 531 (5.210 min): BF104226.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 S U RN
| 83 480 5.00 5.20 5.40 5.60
o 1 PV | O NN N m/z 59.00 65.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40 5.60
m/z 101.00 24 .80%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
31 59
T
480 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.68%
41
ISR S AN S N
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol Ol b o B
59 480 5.00 5.20 5.40 5.60
m/z 41.00 10.58%
5000 31
41
o 15 2] “‘_ 53 170 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104226.D

Aca On > 4 Apr 2018 15:42

Operator : JU/SJ

Sample : PB107885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 97.18 ng 3238150 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 789 (6.728 min): BF104226.D (-785) (-) m/z 132.00 100.00%
5000 68
6 '6.40 6.60 6.80 7.00
40 ,, 54 75 104 : . . .
o M, i - A VAR -1 Ml - N m/z 68.10 36.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRR AR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.31%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.64%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 14 .55%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\
Data File : BF104226.D

Acq On 4 Apr 2018 15:42

Operator : JU/SJ

Sample : PB107885BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
unknown5.21 5.21 3.0 ng 99641 1 6.95 666403 20.0
unknown6.73 6.73 97.2 ng 3238150 1 6.95 666403 20.0
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