LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107754.D

Aca On 27 Jul 2018 19:01

Operator : JU/SJ

Sample : J4189-19

Misc :

ALS Vial : 13 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 F\METHODS\8270-BF072018 .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 5.190 481 485 500 rBV 218307 277304 11.86% 1.352%
2 5.596 550 554 571 rBV 792186 1473141 63.02% 7.184%
3 6.595 721 724 744 rBV 837939 1760957 75.33% 8.587%
4 6.731 744 747 783 rVV 1467661 2337503 100.00% 11.399%
5 6.960 783 786 808 rvVv 438949 881316 37.70% 4.298%
6 7.113 808 812 836 rVB 1269174 1584042 67.77% 7.725%
7 7.525 879 882 906 rBV 524447 1158235 49.55% 5.648%
8 8.242 1000 1004 1024 rBV 740165 1065585 45.59% 5.196%
9 9.313 1182 1186 1212 rBvV 1764327 2128730 91.07% 10.381%
10 9.707 1250 1253 1262 rVB 83102 93147 3.98% 0.454%

11 10.001 1299 1303 1322 rBV 922794 1072860 45.90% 5.232%
12 10.795 1434 1438 1460 rBV 764558 1163617 49.78% 5.674%
13 11.495 1553 1557 1583 rBV 721626 958984 41.03% 4.677%
14 13.077 1822 1826 1843 rBV 1445957 1675245 71.67% 8.169%

15 13.624 1916 1919 1922 rBV 26451 23880 1.02% 0.116%
16 13.954 1972 1975 1982 rBV 73442 86558 3.70% 0.422%
17 14.142 2003 2007 2021 rBV 831754 1076370 46.05% 5.249%
18 14.271 2026 2029 2032 rVvVv2 38032 34043 1.46% 0.166%
19 14.577 2078 2081 2084 rBV 52546 53945 2.31% 0.263%
20 14.895 2132 2135 2138 rVB 61623 59398 2.54% 0.290%

21 14.977 2145 2149 2152 rBV 107190 111640 4.78% 0.544%
22 15.248 2192 2195 2200 rVB2 73111 86474 3.70% 0.422%
23 15.677 2259 2268 2286 rBV 587704 1135174 48.56% 5.536%
24 16.107 2337 2341 2348 rVB 69289 104447 4._47% 0.509%
25 16.636 2428 2431 2439 rVB3 63215 103648 4.43% 0.505%

Sum of corrected areas: 20506243
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\
Data File : BF107754.D

Aca On = 27 Jul 2018 19:01

Operator : JU/SJ

Sample : J4189-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.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: BF107754.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107754.D

Aca On 27 Jul 2018 19:01

Operator : JU/SJ

Sample : J4189-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.19 6.29 ng 277304 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28

Abundance Scan 485 (5.190 min): BF107754.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
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101.1 I SAREE RN LUEE LR
| 83.0 | 480 5.00 5.20 5.40 5.60
Orrer e e e e e m/z 59.00 65.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 AR I UL L I
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0"w'l-w-”ﬂ“'”#'“l“‘w'“'w'“?%qw'“‘m'“l“'w'“'v'“
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Abundance #13639: 3-Octanol
54.0
480 500 520 540 5.60
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Abundance #8346: 2-Hexanol, 2-methyl- T T T T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107754.D

Aca On 27 Jul 2018 19:01

Operator : JU/SJ

Sample : J4189-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 53.05 ng 2337500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 747 (6.731 min): BF107754.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 [L
00 510 || o 51 1ome T ok Gk 7h
o TSN P R - .- D 1 S | N m/z 67.95 38.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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5000 BRSNS RN SRR
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0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.19%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.00 14.98%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107754.D

Acq On 27 Jul 2018 19:01

Operator : JU/SJ

Sample - J4189-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 6.3 ng 277304 1 6.97 881316 20.0
unknown6.73 6.73 53.0 ng 2337500 1 6.97 881316 20.0
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