LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\

Data File : BG031306.D

Aca On : 1 Dec 2017 2:38 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 16635-06 112817-TID8-E-D-S
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-BG111017.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

5.209 321 327 339 rBV 55504 90593 1.56% 0.426%
5.690 403 409 423 rBvV 293944 530203 9.14% 2.495%
rBv 173811 360450 6.21% 1.696%
7.665 737 745 764 rBV 581711 1051808 18.12% 4_950%
8.129 818 824 832 rBV 207160 367884 6.34% 1.731%
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8.458 871 880 890 rBV 809295 1502225 25.89% 7.069%
9.298 1013 1023 1035 rBvV 579510 1146262 19.75% 5.394%
10.949 1295 1304 1316 rBV 243290 521754 8.99% 2.455%
13.376 1709 1717 1737 rBV 2006712 3282724 56.57% 15.448%
14.750 1941 1951 1961 rBV3 465329 885421 15.26% 4.167%

=
QO ~NO®

11 16.025 2163 2168 2176 rBV 97099 146674 2.53% 0.690%
12 16.237 2197 2204 2222 rBV 1008924 1700927 29.31% 8.005%
13 17.494 2411 2418 2434 rBV2 674835 1107483 19.08% 5.212%
14 20.085 2852 2859 2876 rBV 4354799 5803378 100.00% 27.311%
15 21.766 3138 3145 3155 rBV2 793420 1403181 24.18% 6.603%

16 25.062 3695 3706 3721 rBV 448002 1348547 23.24% 6.346%

Sum of corrected areas: 21249514
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031306.D

Aca On : 1 Dec 2017 2:38

Operator : SJ/JU

Sample : 16635-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031306.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031306.D
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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 TIC: BG031306.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031306.D

Aca On : 1 Dec 2017 2:38

Operator : SJ/JU

Sample : 16635-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 4.93 ng 90593 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

Abundance Scan 327 (5.209 min): BG031306.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SO S S
| 83.0 480 5.00 520 5.40 5.60
o} A | GINESEDGIVTY | NS MBS N, m/z 59.00 54.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 23.21%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 450 500 520 540 560
5000 m/z 58.00 16.86%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0 480 5.00 520 5.40 5.60
m/z 41.00 9.62%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031306.D

Aca On : 1 Dec 2017 2:38

Operator : SJ/JU

Sample : 16635-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 2

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

7.66 57.18 ng 1051810 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 744 (7.659 min): BG031306.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\\
00 540 || gy %l'o 740 7.60 7.80 8.00
O [ R R RSN ST .l NN NAn| PESSESUEE |- m/z 68.00 40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU L I R U
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 31.97%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 24.08%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.40 7.60 7.80 8.00
m/z 69.00 14 .74%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031306.D

Aca On : 1 Dec 2017 2:38

Operator : SJ/JU

Sample : 16635-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 4 Triethyl citrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.03 3.3l ng 146674  Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Triethvl citrate 276 C12H2007 000077-93-0 74

362 C14H19CIN205S
370 C21H32CIFO02
157 C11H11IN

338 C20H31CI02

2 Piperazine-1-carboxvlic acid. 4-...
3 3-Chloro2-fluorobenzoic acid. 3-...
4 1-Amino-2-methvInaphthalene

5 2-Chlorobenzoic acid, tridecyl e...

002246-44-8 33

1000303-80-2 40
1000338-64-6 36

1000292-42-8 33

Abundance Scan 2169 (16.031 min): BG031306.D (-2163) (-) m/z 156.95 100.00%
156.9
5000
115.0
430  g7.0 203.1 15.80 16.00 16.20 16.40
o N e A O — m/z 115.00 27.81%
m/z--> 50 100 150 200 250 300 350
Abundance #123853: Triethyl citrate
157.0
5000 LI B N B I B B B B
430 1150 15.80 16.00 16.20 16.40
' 203.0 m/z 203.10 13.05%
‘ ‘ 87.0
ot .
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
e T
15.80 16.00 16.20 16.40
5000 m/z 43.00 10.82%
56.0
8.0 120
0 126. 205.0 234.0262.0289.0317.0  362.0
L o i aab Lo SLEE Sl B ——"
m/z--> 50 100 150 200 250 300 350
Abundance #196757: 3-Chloro2-fluorobenzoic acid, 3-tetradecy! ester
157.0 15.80 16.00 16.20 16.40
m/z 111.00 T7.7T7%
5000
196.0
410 69.0 97-0 1290
ol o b e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG113017\
Data File : BG031306.D

Acq On : 1 Dec 2017 2:38

Operator : SJ/JU

Sample : 16635-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 4.9 ng 90593 1 8.13 367884 20.0
unknown7 .66 7.66 57.2 ng 1051810 1 8.13 367884 20.0
Triethyl citrate 16.03 3.3 ng 146674 3 14.75 885421 20.0
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