LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033995.D

Aca On = 25 Apr 2018 20:24

Operator : SJ/JU

Sample : PB108550BL

Misc :

ALS Vial : 12 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
1 4.986 283 289 298 rVB 61750 93844 1.40% 0.324%
2 5.438 358 366 380 rBY 1331734 2041301 30.50% 7.052%
3 7.001 622 632 643 rBY 1340787 2252692 33.65% 7.782%
4 7.365 685 694 707 rBVY 1273319 2185901 32.66% 7 .552%
5 7.830 766 773 782 rBV 215031 362858 5.42% 1.254%

8.147 819 827 837 rVB 908015 1560243 23.31% 5.390%
8.975 960 968 978 rBV 768806 1341947 20.05% 4._.636%
10.609 1238 1246 1253 rBVY 320086 563384 8.42% 1.946%
13.082 1657 1667 1677 rBV 2291339 3585290 53.56% 12.386%
14.457 1893 1901 1910 rBV2 553707 876034 13.09% 3.026%

=
QO ~NO®

11 15.949 2148 2155 2170 rBV 2072606 3094366 46.23% 10.690%
12 17.207 2361 2369 2377 rBvV2 795522 1226737 18.33% 4.238%
13 19.845 2812 2818 2824 rBV 5080462 6693743 100.00% 23.124%
14 21.467 3087 3094 3101 rBV 997831 1582595 23.64% 5.467%
15 24.522 3603 3614 3626 rVB2 580853 1485622 22.19% 5.132%

Sum of corrected areas: 28946557
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG042518\

BG033995.D

25 Apr 2018 20:24

SJ/Ju

PB108550BL

12 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG033995.D

5.44 7.00 7,37

8.15 8.98

4.99 7.83

13.
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Time--> 3.50
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5000000
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3000000

2000000

1000000

TIC: BG033995.D

15.95

17.21
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Time-->

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

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG033995.D

24.52
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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:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033995.D

Aca On : 25 Apr 2018 20:24

Operator : SJ/JU

Sample : PB108550BL

Misc :

ALS Vial : 12 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 5.17 ng 93844 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 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 17

Abundance Scan 290 (4.992 min): BG033995.D (-283) (-) m/z 43.00 100.00%
a3
59
5000
10 460 480 500 520 540
83 : : : : :
o SR ..:|,....,....,|....,....,.... s m/z 59.00  61.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NS SR RS
59 460 4.80 5.00 520 5.40
m/z 101.00 19.64%
15 101
OHJWE%J“'L“'fﬁ“J““V'“V“"“"“"“"“w'HWH'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
460 480 500 520 540
5000 m/z 57.95 17.02%
101

1529 | 58 gg
g
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #4417: 3-Hexanol AR RS RE Eas St
5 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.97%
5000 43 || 73
2
o 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033995.D

Aca On : 25 Apr 2018 20:24

Operator : SJ/JU

Sample : PB108550BL

Misc :

ALS Vial : 12 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.

7.37 120.48 ng 2185900 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 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 695 (7.371 min): BG033995.D (-685) (-) m/z 131.90 100.00%
132
5000 68
40 % 7.00 7.20 7.40 7.60 7.80
54 . : : :
o Th our N m/z 68.00 40.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NS RARSA RS SRR
700 7.0 7.40 7.60 7.80
2 m/z 133.90 33.21%
0"'l"LmH'H'|'l'j?"'w""|""l”"l""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60 7.80
5000 gg 116 m/z 66.00 26.03%
158 189
e L S L L WL B WL L SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- A e e
132 7.00 7.20 7.40 7.60 7.80
117 m/z 69.00 17.33%
5000
39 51 65 77 t
T }?I ?7"‘|"h SRARE "'Il??" 'lw"l' I SARLLEL B N L UL IR
m/z--> 20 40 60 80 100 120 140 160 180 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\BG042518\
Data File : BG033995.D

Acq On = 25 Apr 2018 20:24

Operator : SJ/JU

Sample : PB108550BL

Misc :

ALS Vial : 12 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 5.2 ng 93844 1 7.83 362858 20.0
unknown? .37 7.37 120.5 ng 2185900 1 7.83 362858 20.0
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