LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034005.D

Aca On : 26 Apr 2018 3:29

Operator : SJ/JU

Sample : PB108602TB

Misc :

ALS Vial : 19 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

4.983 283 288 295 rBV 54103 79808 1.26% 0.301%
5.435 358 365 377 rvB 1170213 1798666 28.33% 6.779%
rBvV 1202611 1993841 31.41% 7.515%
7.363 684 693 705 rvB 1171329 1928989 30.38% 7.270%
7.827 766 772 779 rVB 192918 326856 5.15% 1.232%
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8.144 817 826 836 rBV 795423 1354522 21.34% 5.105%
8.978 960 968 976 rBV 665759 1167052 18.38% 4 _.399%
10.612 1236 1246 1253 rBVY 300307 517219 8.15% 1.949%
13.079 1659 1666 1676 rBVY 2066749 3183878 50.15% 12.000%
14.460 1894 1901 1909 rBV2 515396 815205 12.84% 3.072%

=
QO ~NO®

11 15.953 2148 2155 2169 rBV 1819644 2771676 43.66% 10.446%
12 17.210 2362 2369 2380 rBvV 831407 1190648 18.75% 4._.488%
13 19.848 2811 2818 2826 rBV 4825162 6348789 100.00% 23.928%
14 21.464 3086 3093 3103 rVB 997082 1580058 24.89% 5.955%
15 24.525 3603 3614 3625 rBvV2 538816 1475138 23.23% 5.560%

Sum of corrected areas: 26532345
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034005.D

Aca On : 26 Apr 2018 3:29

Operator : SJ/JU

Sample : PB108602TB

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034005.D

Aca On : 26 Apr 2018 3:29

Operator : SJ/JU

Sample : PB108602TB

Misc :

ALS Vial : 19 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.

4.98 4.88 ng 79808 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 287 (4.977 min): BG034005.D (-283) (-) m/z 43.00 100.00%
a3
5000 59
. 55 | o “l’l 460 480 500 520 540
L ML MM NS m/z 59.00 49.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R SR U LR I
4.60 4.80 5.00 5.20 5.40
m/z 101.00 15.56%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 11.97%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one LI LI L L L B B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.81%
5000
55
o ‘ |, 37,| a0 | 63 71 77 8 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG034005.D

Aca On : 26 Apr 2018 3:29

Operator : SJ/JU

Sample : PB108602TB

Misc :

ALS Vial : 19 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 unknown7.36 Concentration Rank 1

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

7.36 118.03 ng 1928990 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 693 (7.363 min): BG034005.D (-684) (-) m/z 131.90 100.00%
132
5000 68
40 9|6 - so1 7.00 7.20 7.40 7.60
o} e L I e e e m/z 68.00 43.17%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S ARRANRARRERARARRARRE S
7.00 7.20 7.40 7.60
31 m/z 133.90 33.68%
0"Jwﬁ'd”lk"'|”"|"'w""|'”'|""w"'|"”|
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57 132
7.00 7.20 7.40 7.60
5000 98 m/z 66.00 28.42%
158 189
L R o B L UL UL B WL B S
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14079: Benzene, l—ethenyl—3,5—dimethy|— LA L L L L L L L O
132 7.00 7.20 7.40 7.60
m/z 69.00 18.08%
5000
91
39 65
0""tLhH‘H'A'I'"W""I”"I"”I""P"'I'”'I R S UL R
m/z-> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042518\
Data File : BG034005.D

Acq On : 26 Apr 2018 3:29

Operator : SJ/JU

Sample : PB108602TB

Misc :

ALS Vial : 19 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... 4.98 4.9 ng 79808 1 7.83 326856 20.0
unknown? .36 7.36 118.0 ng 1928990 1 7.83 326856 20.0
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