LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\
Data File : BG036647.D
Aca On = 11 Sep 2018 5:25 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J4829-08 OILY-STONES-3-4FT
ALS Vial : 20 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

5.163 308 319 329 rVB 134771 208269 4._.79% 1.026%
5.627 390 398 409 rBV 865484 1414669 32.55% 6.969%
rBv 803984 1385952 31.89% 6.828%
7.583 724 731 741 rBV 939930 1613972 37.14% 7.951%
8.053 803 811 819 rVB 200300 343407 7.90% 1.692%
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8.376 857 866 880 rBV 711150 1214888 27.95% 5.985%
9.217 1000 1009 1019 rVB 605304 1106094 25.45% 5.449%
10.856 1281 1288 1294 rBV 276526 512373 11.79%% 2.524%
10.909 1294 1297 1305 rVB2 35352 58172 1.34% 0.287%
13.300 1697 1704 1717 rBV 1686714 2650579 60.99% 13.058%

=
QO ~NO®

11 14.675 1931 1938 1946 rBV2 474001 779501 17.94% 3.840%
12 16.161 2184 2191 2210 rBV 1060690 1749784 40.26% 8.620%
13 17.419 2399 2405 2419 rBV2 662544 1010693 23.26% 4_.979%
14 20.027 2843 2849 2865 rBV 3237517 4346105 100.00% 21.411%
15 21.684 3124 3131 3153 rBV2 568071 1109227 25.52% 5.464%

16 24.898 3668 3678 3702 rBv2 195002 795204 18.30% 3.917%

Sum of corrected areas: 20298889
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036647.D

Aca On : 11 Sep 2018 5:25

Operator : JU/SJ

ﬁ?ggle i J4829-08 OILY-STONES-3-4FT
ALS Vial : 20 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: BG036647.D

3000000
2500000
2000000

1500000

1000000 563 7.58

8.38 922

500000
10.86

5

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

516 8.05

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG036647.D

0
Time-->
Abundance

20.03
3000000

2500000

2000000
13.30

1500000

16.16
1000000

14.67 He 2168
500000 ;

0
Time-->
Abundance

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
TIC: BG036647.D

3000000

2500000

2000000

1500000

1000000

500000
24.90

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\BG091018\

Data File : BG036647.D

Aca On : 11 Sep 2018 5:25

Operator : JU/SJ

ﬁ?ggle i J4829-08 OILY-STONES-3-4FT
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12.13 ng 208269 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 319 (5.163 min): BG036647.D (-308) (-) m/z 43.10 100.00%
43.1
59.1
5000
| 131 831 1°|“ 480 500 520 540
ot R e m/z 59.10 55.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L I L
59.0 480 500 520 540
0
150 a0 1010 m/z 58.10 16.53%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 16.27%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R N B b
54.0 4.80 5.00 5.20 5.40
m/z 41.10 8.84%
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 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036647.D

Aca On : 11 Sep 2018 5:25

Operator : JU/SJ

ﬁ?ggle i J4829-08 OILY-STONES-3-4FT
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

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

7.58 94 .00 ng 1613970 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 730 (7.577 min): BG036647.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 A UL UL LR
400 54.1 ‘ 7.20 7.40 7.60 7.80 8.00
o..,....,....,...:,".'...,!.'..,:!.'.|,..'..,??.9,..J.,.':..,l.l.?.l,....,'...,... m/z 68.10 46.37%
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 LR

7.20 7.40 7.60 7.80 8.00
m/z 66.10 32.14%

31.0 51.0
o | I “ 1L I
B R L B R B L e R e SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R o R
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 31.90%
33.0 44.0 0.0 105.0
L |sso 1 ee0 | | ‘
Orrrrrrr e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole s R e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.84%
5000
104.0
66.0
ol 140 270 390 510 7710 g90 || 1150 ||
T e e e e e e e e R o N REEE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\

Data File : BG036647.D

Acq On : 11 Sep 2018 5:25

Operator : JU/SJ

ﬁ?ggle i J4829-08 OILY-STONES-3-4FT
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
Quant Title : 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]
2-Pentanone, 4-hy... 5.16 12.1 ng 208269 1 8.05 343407 20.0
unknown7 .58 7.58 94_.0 ng 1613970 1 8.05 343407 20.0
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