LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061818\
Data File : BG035247.D

Aca On 19 Jun 2018 10:44

Operator : SJ/JU

Sample = J3566-20

Misc :

ALS Vial : 35 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 G\METHODS\8270-BG060718 .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

5.176 316 321 332 rVB 178527 284049 4.48% 1.097%
5.640 393 400 412 rBV 1166843 1850526 29.19% 7.148%
rBvV 1054940 1833966 28.92% 7.084%
7.596 723 733 743 rBV 1231963 2079353 32.79% 8.031%
8.060 804 812 821 rBV 212960 372312 5.87% 1.438%
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8.383 858 867 881 rVvB 801310 1398480 22.06% 5.402%
9.223 1003 1010 1021 rVB 777241 1384936 21.84% 5.349%
10.868 1281 1290 1296 rBV 249948 466367 7.36% 1.801%
13.306 1697 1705 1714 rBV 1900502 2967659 46.81% 11.463%
13.999 1817 1823 1828 rBV3 38651 71134 1.12% 0.275%

=
QO ~NO®

11 14.681 1930 1939 1946 rBV2 425123 691684 10.91% 2.672%
12 16.167 2184 2192 2206 rBV 2096767 3154409 49.75% 12.184%
13 17.424 2399 2406 2418 rBV2 645006 1017194 16.04% 3.929%
14 20.032 2844 2850 2862 rBV 4652564 6340458 100.00% 24.490%
15 21.689 3125 3132 3142 rBV2 625947 1040504 16.41% 4._.019%

16 24.920 3670 3682 3703 rBv2 298415 937072 14.78% 3.619%

Sum of corrected areas: 25890103
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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\HPCHEM1I\BNA G\DATA\BG061818\

BG035247.D

19 Jun 2018 10:44

SJ/Ju

J3566-20

35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG035247.D

7.60
5.64 7.22

8.38

5.18 8.06 10.87

0
Time-->
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4000000

3000000

2000000

1000000

TIC: BG035247.D
20,03

16.17
13.31

17.42 21.69

14.68

14.00
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0
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

4000000

3000000

2000000

1000000

TIC: BG035247.D

24.92

0

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035247.D

Aca On 19 Jun 2018 10:44

Operator : SJ/JU

Sample = J3566-20

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.18 15.26 ng 284049 1,4-Dichlorobenzene-d4 8.06
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 16
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 322 (5.182 min): BG035247.D (-316) (-) m/z 43.15 100.00%
431
59.1
5000
101.2 e )
83.2 480 5.00 520 5.40 5.60
...,....,....,....l,'....,..:I,....,....,....,...:,....,.1.1.7.,1.... el || m/z 59.15  66.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U A R
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.15 25.38%
28. ‘ 830 |
miz> 15 % % 4 5 60 70 8 % 100 110 130 130 140 1% 180
Abundance
59.0
480 500 520 540 5.60
5000 210 m/z 58.15 16.54%
73.0 126.0 142.0
mﬁm@wﬁvmmvmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3834: 4-Methoxy-1-pentene PR e P Y T
59.0 480 500 5.20 540 560
m/z 41.15 10.31%
5000
41.0
"'v"'l“"|'“'“”'“l"'w"'w""ﬁ?'?"99 9“'I"”I""""P"'I“"I'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035247.D

Aca On 19 Jun 2018 10:44

Operator : SJ/JU

Sample = J3566-20

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1

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

7.60 111.70 ng 2079350 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 12

Abundance Scan 734 (7.602 min): BG035247.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2
381 103.2 7.20 7.40 7.60 7.80 8.00
P....,..1.85?-1,....,....,....,.3.76.-6 m/z 68.15 47.64%
m/z--> 50 100 150 200 250 300 350
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R IR IR U
69.0 7.20 7.40 7.60 7.80 8.00
39.0 m/z 134.15 34.03%
‘ H 103.0
N“H‘ \‘\‘\‘H T T
m/z--> 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.06%
33.0 97.0
62.0
m/z--> o 'go" ' 160" "1éo" "200" ' 250" ' 560" ' Séoll ' A
Abundance #14503: 1H-Benzimidazole, 2-methy!- AR N W mmma
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22 .13%
5000
280 %° 920
miz-> 50 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035247.D

Aca On 19 Jun 2018 10:44

Operator : SJ/JU

Sample = J3566-20

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 4 Naphthalene, 2,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.06 ng 71134 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 94
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 94
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
Abundance Scan 1823 (13.999 min): BG035247.D (-1817) (-) m/z 156.10 100.00%
156.1
5000
13.60 13.80 14.00 14.20 14.40
393 Al Tm/z 141.15  84.20%
m/z--> 50 100 150 200 250 300 350
Abundance #28482: Naphthalene, 2,7-dimethyl-
156.0
5000
13.60 13.80 14.00 14.20 14.40
m/z 155.15 24 .93%
450 \‘77“\.0 11\50d I
m/z--> 50 100 150 200 250 300 350 '
Abundance
156.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 115.15 18.93%
115.0
390 770
mz-> 50 100 150 200 250 300 350
Abundance #28494: Naphthalene, 1,7-dimethyl-
156.0 13.60 13.80 14.00 14.20 14.40
m/z 128.15 13.09%
5000
77.0 115.0
.?0.'0.,‘.‘.“..,.‘.‘.‘.‘,‘....,.... T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061818\
Data File : BG035247.D

Acq On 19 Jun 2018 10:44

Operator : SJ/JU

Sample - J3566-20

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.18 15.3 ng 284049 1 8.06 372312 20.0
unknown? .60 7.60 111.7 ng 2079350 1 8.06 372312 20.0
Naphthalene, 2,7-... 14.00 2.1 ng 71134 3 14.68 691684 20.0
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