LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035908.D

Aca On 26 Jul 2018 14:00

Operator : JU/SJ

Sample : J4123-04

Misc :

ALS Vial : 33 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

4.545 209 214 223 rBV 147010 215105 5.12% 1.302%
5.138 307 315 326 rBV 143690 226528 5.39% 1.371%
rvB 625253 1018258 24.24% 6.162%
7.194 655 665 681 rBvY 595238 1053537 25.08% 6.376%
7.558 720 727 737 rBV 672708 1176282 28.00% 7.119%
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8.028 797 807 816 rVB 119447 212190 5.05% 1.284%
8.345 853 861 875 rBV 505719 916727 21.82% 5.548%
9.185 996 1004 1019 rBV 389354 768103 18.28% 4.649%
10.830 1278 1284 1290 rBV 132426 263191 6.26% 1.593%
13.274 1692 1700 1712 rBV 1234573 1993099 47.44% 12.062%

=
QO ~NO®

11 14.649 1927 1934 1942 rBV2 245319 440146 10.48% 2.664%
12 16.141 2180 2188 2203 rBV 1029714 1832935 43.63% 11.093%
13 17.392 2393 2401 2415 rBV 418254 722338 17.19% 4_.372%
14 20.000 2839 2845 2858 rBV 3193455 4201487 100.00% 25.427%
15 21.657 3121 3127 3140 rBV 476761 818529 19.48% 4.954%

16 24.858 3661 3672 3688 rBV2 206255 665104 15.83% 4.025%

Sum of corrected areas: 16523559
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072518\

BG035908.D

26 Jul 2018 14:00

JussJ

J4123-04

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035908.D

Aca On : 26 Jul 2018 14:00

Operator : JU/SJ

Sample : J4123-04

Misc :

ALS Vial : 33 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 3-Hexen-2-one Concentration Rank 4

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

4.54 20.27 ng 215105 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 Furan. 2-methoxvy- 98 C5H602 025414-22-6 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 213 (4.539 min): BG035908.D (-209) (-) m/z 83.15 100.00%
83.2
55.1
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2. 98.2 S | VS
T 1091 m04m 4.60 4.80
ok ety i e 9L Tz 55015 75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3169: 3-Hexen-2-one
83.0
55.0
5000 BN SR S R
98.0 420 4.40 4.60 4.80
m/z 98.15 30.08%
||

Abundance #3246: 3-Penten-2-one, 4-methyl-

0.,...w... N
m/z--> 60 80 100 120 140 160 180 200
55.0 83.0

4.20 4.40 4.60 4.80

5000 m/z 43.15 27.51%
98.0
39T
0 \‘ ‘ ‘ T ‘ | ! .
=t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3090: Furan, 2-methoxy- T IR s SR
83.0 950 420 4.40 460 4.80
55.0 m/z 39.15 21.88%
5000
400 L, | .
| e NS N SN It ey
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035908.D

Aca On : 26 Jul 2018 14:00

Operator : JU/SJ

Sample : J4123-04

Misc :

ALS Vial : 33 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 21.35 ng 226528 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Tetraalvme 222 C10H2205 000143-24-8 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 23

Abundance Scan 315 (5.138 min): BG035908.D (-307) (-) m/z 43.15 100.00%

43.1
5000
101.2

480 500 520 5.40

1 832
O e e et | M/z 59.15  70.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L L B LB |

4.80 5.00 5.20 5.40

m/z 101.15 25.11%
oL 260 | epo 830100
I I e e B o e L e EREEEEmm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78616: Tetraglyme
59.0
R R REmEsmmEs
480 5.00 5.20 5.40
5000 m/z 58.15 17.18%
31.0
103.0
0 H ‘ 86,0 | 133.0 177.0
,,,,, T T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #4035: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40

m/z 41.15 9.14%

5000
101.0
150
.|, 60.0 840
o....,....,....,....,.”.,....,....,.... S B B e

m/z--> 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035908.D

Aca On : 26 Jul 2018 14:00

Operator : JU/SJ

Sample : J4123-04

Misc :

ALS Vial : 33 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 3 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 110.87 ng 1176280 1,4-Dichlorobenzene-d4 8.03
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 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 727 (7.558 min): BG035908.D (-720) (-) m/z 132.15 100.00%
13p.2

—

68.2
5000
720 740 7.60 7.80
o! bebe A e 2228 Tm/z 68,15 52.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 e
7.20 7.40 7.60 7.80
70.0 m/z 66.15 34.02%
31.0
0 N
L R LI I o i o o o o o e I EEEEEm s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
P e
7.20 7.40 7.60 7.80
5000 m/z 134.15 32.72%
63.0
26.0m i .\ 2yl l
(O e L L N B o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e L R
132.0 7.20 7.40 7.60 7.80
0
69.0 m/z 69.25 21 .57%
5000
31.0
0 ‘ Ly l \J
T B o e o o o o O BN A e e e B REE R e e e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG072518\
Data File : BG035908.D

Acq On : 26 Jul 2018 14:00

Operator : JU/SJ

Sample : J4123-04

Misc :

ALS Vial : 33 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]
3-Hexen-2-one 4.54 20.3 ng 215105 1 8.03 212190 20.0
2-Pentanone, 4-hy... 5.14 21.4 ng 226528 1 8.03 212190 20.0
unknown? .56 7.56 110.9 ng 1176280 1 8.03 212190 20.0
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