LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037570.D

Aca On : 26 Oct 2018 8:02

Operator : JU/SJ

Sample = J5655-05

Misc :

ALS Vial : 26 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-BG101818.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

5.180 317 322 330 rvVB2 22409 40896 1.11% 0.232%
5.645 394 401 412 rBV 390640 655251 17.82% 3.713%
rBv 256265 458865 12.48% 2.600%
7.625 730 738 756 rvVB 707795 1308405 35.58% 7.414%
8.106 812 820 829 rVB 177944 328502 8.93% 1.861%
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8.424 866 874 883 rBvV 632031 1146205 31.17% 6.495%
9.281 1011 1020 1028 rBV 590695 1085922 29.53% 6.153%
10.921 1290 1299 1311 rVB 266699 510253 13.88% 2.891%
13.359 1706 1714 1726 rBV 1618549 2636150 71.69% 14.938%
14.734 1939 1948 1960 rBV2 465076 794423 21.61% 4.502%

=
QO ~NO®

11 16.220 2194 2201 2220 rBV 1257007 1976709 53.76% 11.201%
12 17.484 2409 2416 2427 rVB2 626091 975305 26.52% 5.527%
13 20.081 2852 2858 2864 rBV 2834354 3676963 100.00% 20.835%
14 21.767 3137 3145 3152 rBV 568667 1015053 27.61% 5.752%
15 24.088 3535 3540 3548 rVB6 19167 44956 1.22% 0.255%

16 25.098 3699 3712 3730 rBVv3 307047 993865 27.03% 5.632%

Sum of corrected areas: 17647723

8270-BG101818.M Fri Oct 26 14:25:54 2018 Page: 1



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
BGO37570.D

26 Oct 2018 8:02

JussJ

J5655-05

26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG101818.M

Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG037570.D

7.62 8.42 908

5.64
7.24 8.11
5.18

10.92
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Time--> 350 400 450 500 550 600 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG037570.D

13.36

16.22

17.48
14.73

u

20.

08

21.77

Time-->
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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

2500000

2000000

1500000

1000000

500000

TIC: BG037570.D

25.10
24.09

0
Time--> 23.00 2350 24.00 2450 25.00 2550 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:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037570.D

Aca On : 26 Oct 2018 8:02

Operator : JU/SJ

Sample = J5655-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.18 2.49 ng 40896 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (5.180 min): BG037570.D (-317) (-) m/z 43.00 100.00%
43
59
5000
101 L R IR L
51 | 83 | 480 5.00 5.20 5.40 5.60
ot el e e e e e e m/z 59.00 62.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS R LS A R
480 500 520 540 560
59 101 m/z 101.00 18.32%
o 2. 36, 51, | 67 76 83 o1
HUSUNRRES NI UL LR LA IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540 5.60
5000 M m/z 58.00 17.10%
68
0 Il s 126 142
"P'”I”'W'“'P'“I”'W'“'P'“I“'W'“'P'”I“'W'”'P'”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one LA LI L L DL I
43 480 5.00 5.20 5.40 5.60

m/z 41.00 8.37%

5000

, 55
! 36, | 62 71 83 @8

e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037570.D

Aca On : 26 Oct 2018 8:02

Operator : JU/SJ

Sample = J5655-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 79.66 ng 1308410 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Xenon 132 Xe 007440-63-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (7.619 min): BG037570.D (-730) (-) m/z 131.90 100.00%
5000 68
‘ 75 % 03 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:l'!.‘.‘?," o4 -.| SPURI S ll .  | N m/z 68.00 42.95%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU UL R L
7.20 7.40 7.60 7.80 8.00
3 78 m/z 133.90 32.03%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 29.34%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e ma s
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.88%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037570.D

Acq On : 26 Oct 2018 8:02

Operator : JU/SJ

Sample - J5655-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.18 2.5 ng 40896 1 8.10 328502 20.0
unknown7 .62 7.62 79.7 ng 1308410 1 8.10 328502 20.0
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