LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031768.D

Aca On : 26 Dec 2017 19:08

Operator : SJ/JU

Sample : PB105319BL

Misc :

ALS Vial : 14 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:\HPCHEM1I\BNA G\METHODS\8270-BG122117.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

5.716 406 413 422 rBvV 42060 71228 1.57% 0.384%
6.227 491 500 510 rBV 649605 1124032 24.72% 6.063%
rBv 640903 1167399 25.68% 6.297%
8.313 847 855 869 rBvV 665544 1257382 27.66% 6.782%
8.807 932 939 949 rVB 127123 230579 5.07% 1.244%
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9.142 988 996 1008 rBB 565570 1043115 22.94% 5.626%
10.005 1134 1143 1152 rBV 360248 678442 14.92% 3.659%
11.692 1422 1430 1440 rBB 186090 340004 7.48% 1.834%
14.065 1826 1834 1846 rBV 1478915 2372054 52.18% 12.795%
15.434 2059 2067 2078 rVB2 329839 554950 12.21% 2.993%

=
QO ~NO®

11 16.909 2311 2318 2331 rBV 1391676 2125975 46.76% 11.467%
12 18.166 2524 2532 2541 rBV2 534688 831406 18.29% 4._.485%
13 20.699 2956 2963 2973 rBV 3192708 4546322 100.00% 24.522%
14 22.508 3264 3271 3282 rBV 556331 1072841 23.60% 5.787%
15 26.263 3897 3910 3926 rBvV2 340862 1123689 24.72% 6.061%

Sum of corrected areas: 18539418
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031768.D

Aca On : 26 Dec 2017 19:08

Operator : SJ/JU

Sample : PB105319BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031768.D
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3000000

2500000

2000000

1500000

1000000

500000 26.26

. A -l -a- B i il i A B  Eii i’

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

8270-BG122117.M Wed Dec 27 13:23:42 2017 Page: 2



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031768.D

Aca On : 26 Dec 2017 19:08

Operator : SJ/JU

Sample : PB105319BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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.

5.72 6.18 ng 71228 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
3 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 17
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 414 (5.722 min): BG031768.D (-406) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| | 83.0 540 560 580 6.00
-ttt e m/z 59.00 65.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S A RS AR AR
540 5.60 5.80 6.00
59.0 m/z 101.10 29.16%
J_Zo | e9q sso 00
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0 58.0
540 5.60 580 6.00
5000 m/z 58.10 16.91%
71.0 82.0
97.0
e A RN RS RS AR AR RS AN LA BASS EARS WARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14601: Propanoic acid, 3-nitro-, methyl ester
59.0 540 5.60 5.80 6.00
m/z 41.10 12.95%
5000
27.0 43.0 102.0
87.0
0~ '|"ll¢“"'WMlh'l "r'i""lzflp'l"'kl '"'“""I¥%§.9I"'}??;q'l' AR RN RN RARASRARS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031768.D

Aca On : 26 Dec 2017 19:08

Operator : SJ/JU

Sample : PB105319BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 unknown8.31 Concentration Rank 1

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

8.31 109.06 ng 1257380 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 854 (8.307 min): BG031768.D (-847) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 RSN U A L LR
40.0 54.0 8.00 8.20 8.40 8.60
o..,....,....,....,....,....,::I-.'...'..,??.9,..!.,}97.,0....,....,'...,.. m/z 68.10 32.68%
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

8.00 8.20 8.40 8.60
m/z 134.00 32.19%

31.0 51.0
0 L1 H I, !
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R BEamE Ea
8.00 8.20 8.40 8.60
5000 67.0 m/z 66.00 20.16%
41.0 53.0 97.0 1170
79.0 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 8.00 8.20 8.40 8.60
m/z 69.10 14 _.23%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG122617\
Data File : BG031768.D

Acq On : 26 Dec 2017 19:08

Operator : SJ/JU

Sample : PB105319BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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... 5.72 6.2 ng 71228 1 8.80 230579 20.0
unknown8.31 8.31 109.1 ng 1257380 1 8.80 230579 20.0
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