LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033892.D

Aca On : 20 Apr 2018 18:52

Operator : SJ/JU

Sample : PB108385BL

Misc :

ALS Vial : 13 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-BG041918.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

4.992 285 290 299 rBV 67052 105173 1.99% 0.398%
5.445 360 367 375 rBV 1389807 2126121 40.30% 8.045%
rBV 1327425 2249452 42 .64% 8.511%
7.372 686 695 705 rBV 1297238 2205679 41.81% 8.346%
7.836 767 774 781 rVB 256318 437539 8.29% 1.656%
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8.153 820 828 836 rvVvB 995193 1660225 31.47% 6.282%
8.982 959 969 978 rBV 762029 1316306 24.95% 4_.981%
10.615 1239 1247 1258 rVB 345630 616557 11.69% 2.333%
13.089 1661 1668 1675 rBV 2041447 3164821 59.99% 11.975%
14.464 1893 1902 1912 rBV2 543680 871094 16.51% 3.296%

=
QO ~NO®

11 15.956 2148 2156 2169 rBV 1729575 2511986 47.62% 9.505%
12 17.219 2362 2371 2381 rVB2 773789 1162219 22.03% 4.398%
13 19.857 2814 2820 2828 rVB 3944245 5275569 100.00% 19.961%
14 21.473 3089 3095 3104 rVvB2 900357 1387642 26.30% 5.250%
15 24.534 3605 3616 3628 rVB2 496188 1338479 25.37% 5.064%

Sum of corrected areas: 26428862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033892.D

Aca On : 20 Apr 2018 18:52

Operator : SJ/JU

Sample : PB108385BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033892.D

Aca On : 20 Apr 2018 18:52

Operator : SJ/JU

Sample : PB108385BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.99 4.81 ng 105173 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 290 (4.992 min): BG033892.D (-285) (-) m/z 43.00 100.00%
43
5000 59
101 SRR SRR RS R
4.60 4.80 500 520 5.40
O Sl 53l 9 8 | | "m/z 59.00 50.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR R R
4.60 4.80 500 520 5.40
m/z 58.00 14 _.72%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 59 m/z 100.90 13.95%
73
101
Oy "|"'2?|"??|' "'?%" '|"§?|' "??"qe'l""l"" T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L I
59 460 4.80 500 520 5.40
m/z 40.95 10.42%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|""|""|' AR S R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033892.D

Aca On : 20 Apr 2018 18:52

Operator : SJ/JU

Sample : PB108385BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.37 Concentration Rank 1

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

7.37 100.82 ng 2205680 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 695 (7.372 min): BG033892.D (-686) (-) m/z 131.90 100.00%
132
5000 68
‘ 75 % 08 7.00 7.20 7.40 7.60 7.80
o..,....,....,...:I'!.‘??,!! .61"|,..':~.,..5.‘.7,..!.,."...,.1.1.5.,....,'.~..,.. m/z 68.00 45.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 NI S SR L
7.00 7.20 7.40 7.60 7.80
33 44 o 97 105 m/z 133.90 33.89%
0 ;80 T g s
s B % T 4 s b To 5 % 18 110 10 1% 1%
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 29.20%
92
65
o 27 39 5lgg 77 10547
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- a B
132 7.00 7.20 7.40 7.60 7.80
117 m/z 69.00 18.56%
5000
2 - 91
0"v%§'w'??|“"n"“l“'?ﬁ'lh'l“'“ ?ﬂ"'%ﬁ}?ﬁl"“l"'ﬁ""' I S SR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033892.D

Acq On : 20 Apr 2018 18:52

Operator : SJ/JU

Sample : PB108385BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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]
2-Pentanone, 4-hy... 4.99 4.8 ng 105173 1 7.84 437539 20.0
unknown? .37 7.37 100.8 ng 2205680 1 7.84 437539 20.0
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