LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095509.D

Aca On > 27 May 2017 21:48 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13306-02 Gt
Misc i DSK-MW-2S
ALS Vial : 8 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 F\METHODS\8270-BF050217 .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

5.125 538 542 558 rBV3 17618 67512 2.07% 0.354%
5.719 639 643 671 rBvY 315174 1089193 33.38% 5.713%
rBv 162840 483268 14.81% 2.535%
7.401 925 929 957 rvVB 1085057 2416211 74.05% 12.673%
7.742 983 987 1001 rVB 355679 499430 15.31% 2.620%
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7.972 1022 1026 1047 rBV 1463075 2051223 62.86% 10.759%
8.648 1136 1141 1164 rBV 566421 1372996 42.08% 7.202%
9.777 1328 1333 1356 rBV 230274 658712 20.19% 3.455%
11.530 1626 1631 1657 rBV 1719790 3263163 100.00% 17.116%
12.601 1808 1813 1833 rBV2 369411 783352 24.01% 4_.109%

=
QO ~NO®

11 13.895 2028 2033 2060 rBV 762730 1710658 52.42% 8.973%
12 15.007 2217 2222 2235 rBV2 311840 679542 20.82% 3.564%
13 17.318 2609 2615 2628 rBV 2161065 2896903 88.78% 15.195%
14 18.683 2843 2847 2866 rBV 281971 599418 18.37% 3.144%
15 20.359 3128 3132 3152 rBV 215381 493795 15.13% 2.590%

Sum of corrected areas: 19065376
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095509.D

Aca On > 27 May 2017 21:48

Operator : SJ/MA

Sample : 13306-02

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .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: BF095509.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095509.D

Aca On : 27 May 2017 21:48

Operator : SJ/MA

Sample = 13306-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.12 2.70 ng 67512 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 33
3 Acetone 58 C3H60 000067-64-1 7
4 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 7
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 541 (5.119 min): BF095509.D (-538) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IS SARAE RS AR BN
| 839 480 5.00 5.20 5.40
L L e I m/z 59.10 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N RIS S L
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 21.20%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 58.0
480 500 520 540
5000 m/z 58.00 18.21%
71.0 820
”'I'”'I'”'I'”'I'”'I'”'I"”I"”I"”I'?EQ"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #217: Acetone LI B L
43.0 480 5.00 5.20 5.40
m/z 41.00 8.76%
5000
58.0
150 27.0 ‘
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095509.D

Aca On : 27 May 2017 21:48

Operator : SJ/MA

Sample = 13306-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.40 Concentration Rank 1

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

7.40 96.76 ng 2416210 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 929 (7.401 min): BF095509.D (-925) (-) m/z 132.00 100.00%
132.0 ?
5000 68.0
96.0
400 540 7.00 7.20 7.40 7.60 7.80
....,...::-:...,.:..,.:I.',..7.5.‘,1....,..!.,.1??.?....,...., b | [m/z 68.05  36.97%
m/z--> 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 IR L I L
7.00 7.20 7.40 7.60 7.80
m/z 134.00 31.70%
|

31.0 51.0
""I""ll'l"l""l"'ll"?'blq'"I""I"l'l""l""l"" ™ \
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0

7.00 7.20 7.40 7.60 7.80

5000 67.0 m/z 66.00 22.24%
a0 . 97.0 7o
79.0 :
107.0

L o L L

miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!- e T
132.0 700 7.0 7.40 7.60 7.80

m/z 69.05 13.97%

5000
- 770 104.0
39.0
0 m 630 | 870 1150 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\
Data File : BF095509.D

Acq On 27 May 2017 21:48

Operator : SJ/MA

Sample - 13306-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.12 2.7 ng 67512 1 7.74 499430 20.0
unknown? .40 7.40 96.8 ng 2416210 1 7.74 499430 20.0
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