LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028753.D

Aca On : 15 Sep 2017 4:39 Instrument :
Operator : SJ/JU BNA_G

Sample - 15224-04 ClientSampleld :
Misc - 091117-SIDI-E-U-B
ALS Vial : 23 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-BG091217.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

5.438 310 315 322 rBV 61514 92807 3.15% 0.805%
5.902 387 394 404 rBV 257693 442675 15.04% 3.840%
rBv 203351 402832 13.69% 3.495%
7.864 719 728 738 rBV 317952 577803 19.63% 5.012%
8.328 800 807 815 rBv2 119764 213408 7.25% 1.851%
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8.652 853 862 871 rBV 389346 721698 24 .52% 6.261%
9.498 998 1006 1016 rBv2 310213 597734 20.31% 5.185%
11.149 1278 1287 1295 rBV 153793 297705 10.12% 2.583%
13.558 1690 1697 1709 rBV 997000 1597757 54.29% 13.861%
14.938 1926 1932 1942 rBV3 275751 461161 15.67% 4_.001%

=
QO ~NO®

11 16.425 2177 2185 2199 rBV 550401 946712 32.17% 8.213%
12 17.688 2393 2400 2408 rBV2 410051 671023 22.80% 5.821%
13 20.273 2834 2840 2848 rBV 2187280 2943142 100.00% 25.532%
14 22.018 3130 3137 3148 rBV 420058 800923 27.21% 6.948%
15 25.520 3721 3733 3750 rBV2 226095 759911 25.82% 6.592%

Sum of corrected areas: 11527291
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028753.D

Aca On = 15 Sep 2017 4:39

Operator : SJ/JU

ﬁ?ggle i 15224-04 091117-SIDI-E-U-B
ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028753.D

2000000
1500000
1000000

500000 8.65

7.86
7.48
8.33

750 8.00 850 9.00
TIC: BG028753.D

5.90 9.50

11.15
5.44

6.50 7.00

0

T T T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

L e
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20127
2000000
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16.42

500000 17.69 22.02

14.94
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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
TIC: BG028753.D

Time-->
Abundance

2000000

1500000

1000000
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25.52

O R RARRE B L  amE RAR L AR EAEaEmas L L AR

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028753.D

Aca On : 15 Sep 2017 4:39

Operator : SJ/JU

a?ggle i 15224-04 091117-SIDI-E-U-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.44 8.70 ng 92807 1,4-Dichlorobenzene-d4 8.33
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 64
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 3-Octanol 130 C8H180 000589-98-0 23
5 2-Octanol, 2-methyl- 144 C9H200 000628-44-4 17

Abundance Scan 315 (5.438 min): BG028753.D (-310) (-) m/z 43.10 100.00%
d1
59.1
5000
101.1 S RBRREmm AL e
520 5.40 5.60 5.80
o....,....-,"-..':',....?3;0...,|....,....,....,1‘?6."?. m/z 59.10 60.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI LS UL I
59.0 520 540 560 5.80
0,
150 1010 m/z 101.10 22 .54%
L w0 | sso
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
570 " '5.20 540 560 5.80
5000 m/z 58.10 18.24%
20.0 101.0
0 15.0 73.0 87.0
miz--> 20 40 60 80 100 120 140 160
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 520 5.40 5.60 5.80
m/z 41.10 9.67%
5000 41.0
217 87.0
0----.----.----.--{7?'9.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028753.D

Aca On : 15 Sep 2017 4:39

Operator : SJ/JU

a?ggle i 15224-04 091117-SIDI-E-U-B
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.86 Concentration Rank 2

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

7.86 54 .15 ng 577803 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 727 (7.858 min): BG028753.D (-719) (-) m/z 132.00 100.00%
132.0
5000 68.1 /k
101 9%.1 e TR Tho 550 8k
0 5. m/z 68.10 45_94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 L LS LIS B
7.60 7.80 8.00 8.20
0
310 70.0 m/z 66.10 33.67%
L N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
i '7'.%6' 780 8.00 8.20
5000 m/z 134.00 31.32%
70.0
e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R m e R B

132.0 760 780 800 820
m/z 69.10 19.58%

69.0
104.0
5000
310 ‘ ﬁk
0 ‘ [y H Il ‘ ‘ Il

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG091417\

BG028753.D

15 Sep 2017 4:-39

SJ3/JU

15224-04 091117-SIDI-E-U-B
23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 5.44 8.7 ng 92807 1 8.33 213408 20.0

unknown7 .86

7.86 54.1 ng 577803 1 8.33 213408 20.0
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