LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036248.D

Aca On : 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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

5.133 307 314 320 rBV2 27042 46089 1.62% 0.395%
5.597 387 393 407 rBV 245541 454353 15.96% 3.892%
rBv 178226 364965 12.82% 3.126%
7.547 715 725 737 rBV 497746 873008 30.67% 7.478%
8.011 797 804 813 rBV 101932 179422 6.30% 1.537%
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8.329 849 858 870 rBvV 425664 775867 27.26% 6.646%
9.174 994 1002 1019 rBV 342553 694364 24.39% 5.948%
10.813 1273 1281 1297 rBV 100414 223917 7.87% 1.918%
13.257 1689 1697 1711 rBV 1012804 1634137 57.41% 13.997%
14.632 1923 1931 1948 rBVY 194185 354554 12.46% 3.037%

=
QO ~NO®

11 16.124 2178 2185 2210 rBV 889394 1459735 51.28% 12.503%
12 17.381 2392 2399 2408 rBV 293618 488980 17.18% 4.188%
13 19.983 2836 2842 2851 rBV 2116511 2846606 100.00% 24.382%
14 21.640 3117 3124 3135 rBV 286920 543096 19.08% 4.652%
15 24.830 3656 3667 3685 rBvV2 157777 529047 18.59% 4_.532%

16 26.193 3887 3899 3910 rBV 66699 206715 7.26% 1.771%

Sum of corrected areas: 11674855
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080918\
Data File : BG036248.D

Aca On - 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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: BG036248.D
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Abundance TIC: BG036248.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036248.D

Aca On : 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 5.14 ng 46089 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 25
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 25
4 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
5 Ether, hexyl t-butyl 158 C10H220 069775-79-7 16

Abundance Scan 314 (5.133 min): BG036248.D (-307) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.2
Lol mo | s oo || 40 800 520 S0
R e L e B e A e T m/z 59.15 70.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SN RN L AR |
480 5.00 520 5.40
59.0 m/z 101.15 30.68%
o Z0 830 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8367: n-Propyl t-butyl ether
59.0
480 500 520 540
5000 410 1010 m/z 58.15 19.04%
0”]:5;0'”” \H ””|8§w|0” ..1.1.7|'Q...|....|....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13680: 3-Heptanol, 4-methyl-
59.0 480 5.00 520 5.40
m/z 41.15 11.37%
5000
27.0 43.0
I e
N W Y
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036248.D

Aca On : 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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 97.31 ng 873008 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12
Abundance Scan 725 (7.547 min): BG036248.D (-715) (-) m/z 132.15 100.00%

13p.2
5000 68.2

720 740 760 7.80

0 m/z 68.15 49 _33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 L R AL UL L

7.20 7.40 7.60 7.80
70.0 m/z 66.15 34_.78%

31.0 ’ ‘
440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

7.20 7.40 7.60 7.80
5000 m/z 134.15 32.63%

o

63.0
150 27.0 39.0 510 > 77.0 90.0 108056

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R R ma s o
132.0 7.20 7.40 7.60 7.80

m/z 69.15 22 .59%

69.0
104.0
5000
310 510 ‘
‘ 1 H Il L
T T e T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036248.D

Aca On : 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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 Myristic acid, 4-methoxyphe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.19 7.81 ng 206715 Perylene-di12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristic acid. 4-methoxvphenvl e... 334 C21H3403 1000357-93-0 53
2 Pvridine-4-carboxamide. N-(2.2.6... 261 C15H23N30 1000273-73-9 50
3 Adiptic acid bis-(2.2.6.6-tetram... 422 C24H46N402 037814-71-4 50
4 Octanoic acid. 4-methoxvphenvl e... 250 C15H2203 1000307-69-7 42
5 5-Bromovaleric acid, 4-methoxyph... 286 C12H15BrO3 1000307-64-4 42
Abundance Scan 3899 (26.193 min): BG036248.D (-3887) (-) m/z 124.25 100.00%
124.3
5000 %S
Bl s 1653 207.2 o811 3426 25.80 26.00 26.20 26.40 26.60
ol b B3, | 1658 ZhC 2811 3426 m/z 58.15 12.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172740: Myristic acid, 4-methoxypheny! ester
124.0
5000
25.80 26.00 26.20 26.40 26.60
m/z 125.15 7.65%
0 430 810 166.0 334.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #111565: Pyridine-4-carboxamide, N-(2,2,6,6-tetramethyl-4-...
124.0
25.80 26.00 26.20 26.40 26.60
5000 m/z 140.25 6.48%
246.0
78.0
oL 220 | 161.0 205.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219711: Adiptic acid bis-(2,2,6,6-tetramethyl,-4-piperidy...
124.0 25.80 26.00 26.20 26.40 26.60
m/z 207.15 4 _.34%
5000
58.0
284.0
ol bl 22 |, 1670 2110 | 8240 4070 N —
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080918\
Data File : BG036248.D

Acq On : 10 Aug 2018 00:50

Operator : JU/SJ

Sample : J4379-16

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 5.1 ng 46089 1 8.01 179422 20.0
unknown? .55 7.55 97.3 ng 873008 1 8.01 179422 20.0
Myristic acid, 4-... 26.19 7.8 ng 206715 6 24.83 529047 20.0
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