LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\
Data File : BF106850.D

Aca On : 27 Jun 2018 4:14

Operator : JU/SJ

Sample : PB110514BL

Misc :

ALS Vial : 36 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-BF061918 .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 5.201 483 487 495 rBV 54537 60375 4.94% 0.753%
2 5.607 552 556 572 rBV 686963 669959 54.85% 8.360%
3 6.601 720 725 739 rBV 735114 704342 57 .66% 8.789%
4 6.737 743 748 751 rBV 747341 696701 57.04% 8.694%
5 6.954 782 785 789 rBB 269888 242502 19.85% 3.026%

7.113 808 812 816 rBV 934137 870669 71.28% 10.865%
7.525 876 882 885 rBV 648716 631008 51.66% 7.874%
298709 282826 23.15% 3.529%
9.313 1181 1186 1197 rBV 1198115 1195762 97.89% 14.922%
10.001 1298 1303 1312 rBB 278088 284295 23.27% 3.548%
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11 10.789 1434 1437 1453 rBB 360359 358187 29.32% 4._.470%
12 11.489 1552 1556 1565 rBV 317991 283721 23.23% 3.541%
13 13.077 1821 1826 1829 rBV 1331890 1221506 100.00% 15.243%
14 14.142 2003 2007 2012 rBV 340176 308229 25.23% 3.846%
15 15.677 2262 2268 2277 rVB 142553 203410 16.65% 2.538%

Sum of corrected areas: 8013492
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\

BF106850.D

27 Jun 2018 4:14

JussJ

PB110514BL

36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106850.D

Aca On : 27 Jun 2018 4:14

Operator : JU/SJ

Sample : PB110514BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 4.98 ng 60375 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 487 (5.201 min): BF106850.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S SR LS SRR
| 830 480 5.00 5.20 5.40 5.60
e T T m/z 59.00 61.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR UL I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 24 .33%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 450 5b0 520 540 560
5000 m/z 58.00 16.78%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one LSS LA L BN N
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.01%
5000
55.0
27.0 ¥ 710 830 980
mzs B 2 B 4o B e b 8 % 10 10| | 450 5H0 520 50 S50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106850.D

Aca On : 27 Jun 2018 4:14

Operator : JU/SJ

Sample : PB110514BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 2

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

6.74 57.46 ng 696701 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106850.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUASEPISARPORARRE RS
400 540 6.40 6.60 6.80 7.00
....,....,....,....,.:I-.',..7.5?,0....,..!.,.*??.?....,....,"...,.. m/z 134.00  33.10%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PPN
a0 7O o m/z 68.10 30.67%
‘ 79.0 :
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
SRS SR SRR RAAREE
6.40 6.60 6.80 7.00
5000 m/z 66.00 18.53%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.56%
5000 104.0
390 520 g0 780
""I"'HI""it" '|J'l'|'"hh""%z'g"l"h' '%%7'?""| h" T LA SR SR AR
m/z--> 30 40 50 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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062618\
Data File : BF106850.D

Acq On : 27 Jun 2018 4:14

Operator : JU/SJ

Sample : PB110514BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 5.0 ng 60375 1 6.96 242502 20.0
unknown6 .74 6.74 57.5 ng 696701 1 6.96 242502 20.0
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