LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091118\

Data File : BG036662.D

Aca On : 11 Sep 2018 18:50 Instrument :

Operator : JU/SJ BNA_G

Sample - J4841-05 ClientSampleld :

Mi - 090718-DBRI-F-U-M
isc :

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-BG082318 .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

5.156 313 318 329 rBV 47546 73705 1.57% 0.392%
5.620 391 397 408 rVvB 373478 593095 12.65% 3.158%
rBv 248935 429153 9.15% 2.285%
7.582 723 731 739 rBV 644379 1089298 23.23% 5.800%
8.052 805 811 818 rBV 187308 315621 6.73% 1.681%
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8.376 858 866 874 rBV 853470 1457479 31.08% 7.760%
9.216 1001 1009 1022 rBV 726255 1295660 27.63% 6.899%
10.861 1281 1289 1297 rBV 257006 465838 9.93% 2.480%
13.299 1697 1704 1717 rBV 1934494 3132585 66.79% 16.680%
14.122 1839 1844 1850 rVB 81744 117217 2.50% 0.624%

=
QO ~NO®

11 14.680 1932 1939 1948 rVB2 437052 714741 15.24% 3.806%
12 16.161 2185 2191 2206 rBV 994106 1563522 33.34% 8.325%
13 17.418 2399 2405 2415 rBV2 598462 917339 19.56% 4_.884%
14 20.027 2843 2849 2861 rBV 3524350 4689924 100.00% 24.972%
15 21.684 3124 3131 3149 rBV 596959 1008661 21.51% 5.371%

16 24.892 3667 3677 3692 rBv2 257732 869642 18.54% 4_.630%
17 26.049 3867 3874 3884 rBV7 16329 47354 1.01% 0.252%

Sum of corrected areas: 18780834
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036662.D

Aca On : 11 Sep 2018 18:50

Operator : JU/SJ

ﬁ?ggle i J4841-05 090718-DBRI-F-U-M
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036662.D
3500000

3000000
2500000
2000000
1500000
1000000 8.38

758 9.22

500000 5.62 A

7.21 8.05 10.86
5.16

R bt | SSNEL SNRR SRS | MRS S| NUR | VAR | S | b

T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG036662.D
3500000 20.03

3000000
2500000
2000000 13.30

1500000

1000000 16.16

17.42 21.68
500000 14.68

14.12
ot T T T T e e e T T T T T T T R T T

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: BG036662.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.89

26.05

T T e e

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\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036662.D

Aca On : 11 Sep 2018 18:50

Operator : JU/SJ

ﬁ?ggle i J4841-05 090718-DBRI-F-U-M
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 4_.67 ng 73705 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 319 (5.162 min): BG036662.D (-313) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 ARRERE AR RN AR
| 831 | 480 5.00 520 5.40
o e e m/z 59.10 61.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I RS I B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.81%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31.0 54.0
480 500 520 540
5000 m/z 58.10 16.17%
41.0
o ! “‘\‘so.o‘w‘ 730  g7o 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0 480 5.00 520 5.40
m/z 41.10 8.75%
5000
410 101.0
oL 150 30 Tls00, | 690 830
LU SR SR SRR UL FULRLEL IR S S LI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036662.D

Aca On : 11 Sep 2018 18:50

Operator : JU/SJ

ﬁ?ggle i J4841-05 090718-DBRI-F-U-M
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2

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

7.58 69.03 ng 1089300 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 731 (7.582 min): BG036662.D (-723) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 R UL UL S
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:,“.'...,!!..,:.'.'.|,..':.,??.9,..1.,310.7.,1....,...., berrr | | m/z 68.10  47.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL UL SR

7.20 7.40 7.60 7.80 8.00
m/z 134.10 32.66%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
 RREE R ARE
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.18%
150 280 39.0 520 30 770 900 1040 .,
e L B L B A RARaams
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.01%
5000
33.0 44.0 0.0 105.0
50, 90 w0 | | ‘
] NRNEESNSNSNY SN B2 IS M e SN N BNNBSUNS{ M A SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091118\

Data File : BG036662.D

Acq On : 11 Sep 2018 18:50

Operator : JU/SJ

ﬁ?ggle i J4841-05 090718-DBRI-F-U-M
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 4.7 ng 73705 1 8.05 315621 20.0
unknown7 .58 7.58 69.0 ng 1089300 1 8.05 315621 20.0
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