LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vial : 7 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-BG071218 .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

5.126 307 313 318 rBV2 23773 41442 1.57% 0.380%
5.596 386 393 406 rBV 214773 394630 14.93% 3.621%
rBv 131218 287157 10.86% 2.635%
7.546 718 725 740 rBV 428482 778125 29.44% 7.140%
8.004 796 803 813 rBV 100582 180750 6.84% 1.659%
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6 8.327 851 858 867 rBvV 361893 664756 25.15% 6.100%
7 9.173 993 1002 1016 rBV 299128 617849 23.37% 5.669%
8 10.812 1273 1281 1298 rBV 109848 238295 9.02% 2.187%
9 13.256 1690 1697 1707 rBV 919831 1474666 55.79% 13.532%
10 14.090 1834 1839 1846 rBV 26597 50411 1.91% 0.463%
11 14.460 1894 1902 1909 rBV3 39580 99427 3.76% 0.912%
12 14.631 1921 1931 1940 rBV2 218814 420064 15.89% 3.855%
13 15.371 2049 2057 2066 rBV6 24509 58204 2.20% 0.534%

14 16.123 2178 2185 2202 rBV 799085 1305592 49.39% 11.980%
15 17.374 2392 2398 2409 rBvV2 299519 495223 18.74% 4.544%

16 19.982 2836 2842 2854 rBV 1935611 2643295 100.00% 24.255%
17 21.639 3118 3124 3136 rBV 324161 577006 21.83% 5.295%

18 23.289 3399 3405 3410 rVB4 16474 30936 1.17% 0.284%
19 24.823 3655 3666 3681 rBv2 176371 540012 20.43% 4 _955%

Sum of corrected areas: 10897840
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On > 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036239.D

1500000

1000000

500000
7.55 8.33
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7.18 8.00 10.81
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Time--> 3.50 4.00 4.50 500 550 600 650 700 750 8.00 8.50 900 9.50 1000 1050 1100 11.50 12.00 12.50
Abundance TIC: BG036239.D

19,98
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1000000113.26
16.12

500000

14.63

140914.4# 15.37
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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 TIC: BG036239.D
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500000

24.82
23.29
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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\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown5.13 Concentration Rank 4

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

5.13 4_.59 ng 41442 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
2 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2 000921-14-2 38
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
4 Hexane. 1-(l-methoxvethoxv)- 160 C9H2002 054340-90-8 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 25

Abundance Scan 314 (5.132 min): BG036239.D (-307) (-) m/z 43.15 100.00%
431
59.1
5000
101.2
| | 69.0 83.2 4.80 5.00 5.20 5.40
e L e o S, m/z 59.15 64.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
5000 U R LS AR
4.80 5.00 5.20 5.40
101.0 m/z 101.15 19.99%
3o 40 69.0 83.0
O'W}ﬁql“”ﬁh“”mUqumW'“”f'“lm'w'“'w'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
480 500 520 540
5000 1010 m/z 58.15 14.68%
27.0 42.0 116.0
0"w"w"hw'“ﬂﬂh'w"”i'“'riq'ﬁ+9w'“'|“"w"w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 4.80 5.00 5.20 5.40

m/z 41.15 10.39%

5000
58.0

28.0 101.0
73.0 83.0 ‘ ]

bttt el R e e i HhSm—

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 86.10 ng 778125 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12

Abundance Scan 726 (7.552 min): BG036239.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 AL R UL L
40.1 1150 007 3 7.20 7.40 7.60 7.80
o} : e m/z 68.15 43.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL IR LU L

7.20 7.40 7.60 7.80
m/z 66.15 34.09%

310 510 ‘
o | Il | " 1 | | |
B o o o L I e o I LN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

7.20 7.40 7.60 7.80

5000 97.0 m/z 134.15 32.58%
310 5, 0
0"'I'ﬂ'll'H'%”'JI“”'H'}}93'"I'”'I""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R o
132.0 7.20 7.40 7.60 7.80

m/z 69.25 21.71%

5000 /\
63.0 104.0
0 15.0 3%0 m I 79'0 Ly | ‘ /\

I
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.46 4.73 ng 99427 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 94
2 1H-Indole. 2.3-dihvdro-4-methvl- 133 C9H11N 062108-16-1 91
3 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 87
4 3-(4-PvridvDacrvlaldehvde 133 C8H7NO 026505-36-2 64
5 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 52
Abundance Scan 1902 (14.460 min): BG036239.D (-1894) (-) m/z 104.15 100.00%
10f1-2 133.2
5000 82
51.1 A SRR SN SRR B
14.20 14.40 14.60 14.80
ol e 103 1872 | a757133.15  79.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14735: 2H-Indol-2-one, 1,3-dihydro-
1040 1330
5000
8.0 14.20 14.40 14.60 14.80
51.0 m/z 78.15 50.12%
01 ﬁ'”"|“?4%q'”'w"'l"'w'"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14787: 1H-Indole, 2,3-dihydro-4-methyl-
133.0
14.20 14.40 14.60 14.80
5000 104.0 m/z 105.15 38.28%
78.0
51.0
0 "W%?q'l"”l""l'”'l"'I”"I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14692: 1H-Benzotriazole, 5-methyl-
104.0 133.0 14.20 14.40 14.60 14.80
m/z 77.15 22 .43%
5000
78.0
510
270 ]
0 ”'I'“'JI”"I""P"'I "W"lhl"”l""l'”' T
m/z--> 20 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036239.D

Aca On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample : J4379-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 5 5,6-Dimethyl-1H-benzotriazole Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.37 2.77 ng 58204 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6-Dimethvl-1H-benzotriazole 147 C8HON3 004184-79-6 53
2 1H-Indole-1-carboxaldehvde. 2.3-... 147 C9H9NO 002861-59-8 50
3 7-Benzofuranamine. 2-methvl- 147 C9HONO 1000327-46-4 49
4 (2-Benzimidazolvlmethvlamine 147 C8HON3 005805-57-2 49
5 1H-Indole, 2,3-dihydro- 119 C8HOSN 000496-15-1 46

Abundance Scan 2057 (15.371 min): BG036239.D (-2049) (-) m/z 118.15 100.00%
118.2 147.2
5000 912
39, 550 762 | 190.1 15.00 15.20 15.40 15.60
0 TR . m/z 147.15 92.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22488: 5,6-Dimethyl-1H-benzotriazole
118.0
147.0
91.0
5000
15.00 15.20 15.40 15.60
39.0 65.0 m/z 119.15 85.94%
0 ZE ”'qh'!!'f"'!l”"l'!"l""I'”'I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22598: 1H-Indole-1-carboxaldehyde, 2,3-dihydro-
118.0 147.0
15.00 15.20 15.40 15.60
5000 m/z 91.15 36.24%
91.0
39.0 65.0 ‘ ‘
O e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22560: 7-Benzofuranamine, 2-methyl-
147.0 15.00 15.20 15.40 15.60
m/z 92.15 30.74%
5000 1180
39.0 59.0 9L.0
o) I R .‘ﬁ“l .‘H”. W" .M‘.lh‘i iy I\lul ; 'HI —
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080918\
Data File : BG036239.D

Acq On : 9 Aug 2018 18:56

Operator : JU/SJ

Sample - J4379-09

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown5.13 5.13 4.6 ng 41442 1 8.00 180750 20.0
unknown? .55 7.55 86.1 ng 778125 1 8.00 180750 20.0
2H-Indol-2-one, 1... 14.46 4.7 ng 99427 3 14.63 420064 20.0
5,6-Dimethyl-1H-b... 15.37 2.8 ng 58204 3 14.63 420064 20.0
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