LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040619.D

Aca On : 25 Apr 2019 20:31

Operator : JU/SJ

Sample : K2566-03

Misc :

ALS Vial : 17 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-BG042319.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 3.164 7 13 22 rBv 319166 574173 12.92% 2.951%
2 3.240 22 26 34 rvVB 82211 122617 2.76% 0.630%
3 5.685 436 442 449 rVB 311143 504422 11.35% 2.592%
4 7.283 708 714 725 rBV 215559 367406 8.27% 1.888%
5 7.676 772 781 789 rBV 593953 1018370 22.92% 5.233%

8.158 856 863 872 rBV 200393 344511 7.75% 1.770%
8.481 908 918 925 rBV 618450 1082172 24.36% 5.561%
9.333 1054 1063 1072 rBV 591213 1067031 24.02% 5.483%
10.978 1336 1343 1350 rBV 278383 494534 11.13% 2.541%
13.411 1749 1757 1764 rVB 1579289 2459750 55.37% 12.641%

=
QO ~NO®

11 14.786 1984 1991 2000 rVB2 477193 777605 17 .50% 3.996%
12 16.266 2236 2243 2252 rBV 1273007 1845494 41 .54% 9.484%
13 17.530 2451 2458 2464 rBV 732508 1114560 25.09% 5.728%

14 18.382 2599 2603 2611 rBV3 67176 94388 2.12% 0.485%
15 19.651 2815 2819 2828 rBV5 39466 53502 1.20% 0.275%
16 20.127 2894 2900 2906 rVB 3540261 4442443 100.00% 22.830%
17 21.419 3116 3120 3127 rBV6 32576 48549 1.09% 0.249%
18 21.819 3181 3188 3197 rVB2 749978 1285663 28.94% 6.607%
19 22.624 3321 3325 3330 rVB2 34818 54037 1.22% 0.278%
20 23.352 3443 3449 3456 rVB 49680 88573 1.99% 0.455%

21 24.198 3586 3593 3601 rBV3 53849 115805 2.61% 0.595%
22 25.191 3751 3762 3775 rVB2 446500 1318389 29.68% 6.775%
23 26.402 3962 3968 3979 rVB6 39412 109325 2.46% 0.562%
24 27.853 4209 4215 4227 rVB9 22445 75830 1.71% 0.390%

Sum of corrected areas: 19459149
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040619.D

Aca On : 25 Apr 2019 20:31

Operator : JU/SJ

Sample - K2566-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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: BG040619.D
3500000

3000000
2500000
2000000
1500000

1000000

7.68 8.48 9.33
5000004 16 568

24

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG040619.D
3500000 20113

708 .16 10.98

3000000
2500000

2000000

13.41

1500000
16.27

1000000
17.53 21.82

500000 14.79

18.38 19.65 21.42 22.62

L0 o AL o e e LA e e i I A B A EEEEE e

Time--> 13.00 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: BG040619.D
3500000

3000000

2500000

2000000

1500000

1000000

500000 2519

23.35 24.20 26.40 27.85
R RN R e A ERERRRREEEE RS s s S N

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 : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040619.D

Aca On : 25 Apr 2019 20:31

Operator : JU/SJ

Sample - K2566-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.16 33.33 ng 574173 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 94
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Pvridine-D5- 84 C5D5N 007291-22-7 47
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 47
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 45

Abundance Scan 12 (3.158 min): BG040619.D (-7) (-) m/z 56.10 100.00%
56.1
5000 /\
T
3.20 3.30 3.40 3.50 3.60
0 4 W M8 Tm/z 41.00  65.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1455: Cyclohexane
58.0
5000
3.20 3.30 3.40 3.50 3.60
m/z 84.05 59.22%
o150 |
| SRR UL WAL SR SURLELELN UL SURLELELN BN DU U
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1487: 1-Pentene, 2-methyl-
56.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—q—n—
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 42 _.86%
15‘
0I'J""i"l"'l""I""I""I""I""I'"'I""II
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1374: Pyridine-D5- TR
84.0 3.20 3.30 3.40 3.50 3.60
m/z 39.00 31.87%
5000
28.0
OI"iﬂi“"'l""I""I""I""I""I'"'I""I'
m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040619.D

Aca On : 25 Apr 2019 20:31

Operator : JU/SJ

Sample - K2566-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.24 7.12 ng 122617 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 45
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 36
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (3.240 min): BG040619.D (-22) (-) m/z 73.00 100.00%
74.0 ?
5000 43.0
3.20 3.30 3.40 3.50 3.60
Ob e M 98209 Thsz 43.00  45.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 LA IUNSAS RS N AR AR
43.0 3.20 3.30 3.40 3.50 3.60
m/z 55.00 30.60%
27,0 J
0'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 55.0 m/z 87.00 30.23%
39?
0""|'U“'h“y'le'JL'|'*??P'}}§P""|""|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13717: 3-Hexanol, 2,4-dimethyl-
45.0 73.0 3.20 3.30 3.40 3.50 3.60
m/z 45.00 11.39%
5000 29.0
oo I |l “m 970 1280
m/z--> 20 40 60 8|0 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040619.D

Aca On : 25 Apr 2019 20:31

Operator : JU/SJ

Sample - K2566-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 3 unknown7.68 Concentration Rank 2

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

7.68 59.12 ng 1018370 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 782 (7.682 min): BG040619.D (-772) (- m/z 132.00 100.00%
132.0
68.0
5000
400 540 ‘ 5.0 740 7.60 7.80 8.00
0 ..,....,....,...!|'!..:i!!..,'!-.'.|,..'?.0.0...,..I~.,.'!-..,1.1:‘?.?....,".-..,....}?.‘?-.?.. m/z 68.00 53.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I L I AL
7.40 7.60 7.80 8.00
310 5.0 m/z 66.00 39.26%
0'W””P”W””PLJL”P”h””P”W””'”W””P”'h”P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
740 7.60 7.80 8.00
5000 97.0 m/z 134.00 31.26%
70.0
31.0
0 44.0 L, L ‘ | . | 116.0
L LA RARRA SRR KA RARRA RAARE RALN RRAL) A LA RARAN LA LA RARAN RALAS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14503: 1H-Benzimidazole, 2-methyl- T e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 24 .23%
5000

63.0
15,0 27.0 39.0 510 > ° 77.0 90.0 1040,,4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\BG042519\
Data File : BG040619.D

Acq On = 25 Apr 2019 20:31

Operator : JU/SJ

Sample - K2566-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
1-Pentene, 2-methyl- 3.16 33.3 ng 574173 1 8.16 344511 20.0
Butane, 2-methoxy... 3.24 7.1 ng 122617 1 8.16 344511 20.0
unknown? .68 7.68 59.1 ng 1018370 1 8.16 344511 20.0
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