LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022717\
Data File : BG025972.D

Aca On : 27 Feb 2017 20:30

Operator : SJ/MA

Sample = 11994-02

Misc :

ALS Vial : 11 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-BG021717.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
1 5.171 307 312 319 rBV 160224 244596 2.94% 0.738%
2 5.641 383 392 401 rBV 686301 1070057 12.88% 3.230%
3 7.228 654 662 671 rBV 436275 722538 8.70% 2.181%
4 7.610 717 727 735 rBVY 1202618 2052583 24.70% 6.195%
5 8.074 799 806 814 rBV 266644 456062 5.49% 1.377%

8.403 853 862 871 rBV 966325 1663268 20.02% 5.020%
9.231 990 1003 1014 rVB 893382 1588855 19.12% 4._.796%
10.876 1276 1283 1291 rBV 437165 770469 9.27% 2.326%
13.309 1689 1697 1709 rBV 2808929 4344401 52.29% 13.113%
14.120 1830 1835 1841 rBV 108895 162789 1.96% 0.491%

=
QO ~NO®

11 14.678 1922 1930 1939 rBV2 796530 1259737 15.16% 3.802%
12 16.159 2174 2182 2197 rBV 2658967 4164207 50.12% 12.569%
13 17.410 2388 2395 2402 rBV2 1196566 1838684 22.13% 5.550%
14 18.285 2539 2544 2551 rBV2 66128 100243 1.21% 0.303%
15 20.007 2830 2837 2846 rBV 6192262 8308736 100.00% 25.079%

16 21.294 3052 3056 3064 rBV3 87179 156214 1.88% 0.472%
17 21.652 3111 3117 3126 rBV 1260322 2111514 25.41% 6.373%
18 24.854 3652 3662 3676 rVB2 742853 2115943 25.47% 6.387%

Sum of corrected areas: 33130896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025972.D

Aca On - 27 Feb 2017 20:30

Operator : SJ/MA

Sample : 11994-02

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .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: BG025972.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025972.D

Aca On : 27 Feb 2017 20:30

Operator : SJ/MA

Sample : 11994-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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.

5.17 10.73 ng 244596 1,4-Dichlorobenzene-d4 8.07
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 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
4 3-Octanol 130 C8H180 000589-98-0 36
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 33

Abundance Scan 312 (5.171 min): BG025972.D (-307) (-) m/z 43.10 100.00%
431
5000
o 250 500 520 50 5o
...'.,JI...'.-,l....,....2?7.-0...,....,....,..3?7.-0 m/z 59.10 75.78%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R L IR
480 500 520 5.40 5.60
m/z 58.10 20.99%
“ 101.0
'””VV7%9'¢""|""|" UL UL AL UL
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540 560
5000 m/z 101.10 20.99%
126.0
mz-> 50 100 150 200 250 300 350
Abundance #8346: 2-Hexanol, 2-methyl- R EARaa e B
59.0 480 500 520 5.40 5.60
m/z 41.10 8.82%
5000
101.0
”“.‘Hl.l‘..‘.l‘....lu...|........|........
m/z--> 50 100 150 200 250 300 350 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025972.D

Aca On : 27 Feb 2017 20:30

Operator : SJ/MA

Sample : 11994-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.61 Concentration Rank 1

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

7.61 90.01 ng 2052580 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 727 (7.610 min): BG025972.D (-717) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 AR RS SAARE SARRENS
40.1 7.20 7.40 7.60 7.80 8.00
ol .'.,...!,':.1?“?-?..J.,....,....,....?f’?-?. m/z 68.10  38.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR UL L
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.10 33.55%
‘ Il H | !
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
132.0
720 740 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.65%
41.0 97.0
115.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole |4‘||||llll|llll|llll|ll
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 13.74%
5000
104.0
66.0
270 500 | 880 | ‘\
m/z--> 20 40 60 8 100 120 140 160 180 200 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
Data File : BG025972.D

Acq On : 27 Feb 2017 20:30

Operator : SJ/MA

Sample : 11994-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 10.7 ng 244596 1 8.07 456062 20.0
unknown7 .61 7.61 90.0 ng 2052580 1 8.07 456062 20.0
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