LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample - K2566-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 3.161 7 12 22 rBVY 314512 584062 12.39% 2.729%
2 3.237 22 25 31 rvB 86797 120204 2.55% 0.562%
3 5.681 435 441 452 rVB 411860 656819 13.93% 3.069%
4 7.285 706 714 724 rBVY 278634 484148 10.27% 2.262%
5 7.679 774 781 791 rBVY 828038 1398038 29.65% 6.533%

8.155 855 862 869 rvB 219409 378573 8.03% 1.769%
8.478 909 917 927 rVB 702721 1241041 26.32% 5.800%
1054 1063 1072 rBV 677709 1221357 25.90% 5.708%
10.981 1335 1343 1352 rVB 325903 566187 12.01% 2.646%
13.413 1747 1757 1763 rBV 1811459 2784522 59.05% 13.012%

=
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11 14.788 1983 1991 1999 rVvB2 523750 863599 18.31% 4._.036%
12 16.269 2236 2243 2252 rBV 1703506 2543452 53.94% 11.886%
13 17.532 2451 2458 2466 rBV 775486 1181970 25.07% 5.524%
14 20.129 2894 2900 2907 rBV 3584055 4715424 100.00% 22.036%
15 21.821 3181 3188 3199 rVB2 781294 1310676 27.80% 6.125%

16 24.207 3589 3594 3604 rVB5 27218 63939 1.36% 0.299%
17 25.206 3752 3764 3774 rVB2 452429 1284894 27 .25% 6.004%

Sum of corrected areas: 21398905
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample : K2566-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040635.D
3500000

3000000
2500000
2000000
1500000

1000000
7.68
8.48 9.34
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5000005 16 729 815 10.98

s | i

Time--> 3.50 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG040635.D
3500000 20113

3000000
2500000

2000000
13.41 16.27

1500000

1000000 1753 21.82

500000 14,79
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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: BG040635.D
3500000

3000000
2500000
2000000
1500000

1000000
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24.21

O R R N REE N S  EABEERREREREEEE R e s S e

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\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample : K2566-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 1 1-Pentene, 2-methyl- Concentration Rank 3

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

3.16 30.86 ng 584062 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 59
4 1-Hexene 84 C6H12 000592-41-6 53
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47

Abundance Scan 12 (3.161 min): BG040635.D (-7) (-) m/z 56.00 100.00%
96
84
5000
462 3.20 3.30 3.40 3.50 3.60
o} e e e m/z 41.00 63.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #1455: Cyclohexane
% a4
5000 U AN AR AR RARAN AR
3.20 3.30 3.40 3.50 3.60
- m/z 83.95 60.55%
0"|"'i""'|""|""|""l""l""l"''|""|"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #1488: 1-Pentene, 2-methyl-
56
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
3.20 3.30 3.40 3.50 3.60
5000 a1 m/z 55.00 39.99%
29
0"u NW'”|""|"”|""|"”|""|”"|""|”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3522: Cyanic acid, 2-methylpropy! ester  EERAREEEEEEE S )
i 3.20 3.30 3.40 3.50 3.60
m/z 39.00 29.30%
5000
L B0 UL UL U L UL S WL S RN RN AR AR RARAR AR
m/z--> 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\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample : K2566-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.24 6.35 ng 120204 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 35
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 25 (3.237 min): BG040635.D (-22) (-) m/z 73.00 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
oot b 128 208 | g0 4300 45.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AR AN AR RARAN AR AR RA
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 25.36%
29
0'"Pd'wm'll'i'I”"P"W"”I'”'I”"P"W"”I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
78
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 22 .96%
29
0 ..1.5|....|....l....|....|....|....|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.82%
5000 43
58
29 ‘ 87
0::::“:“::‘:::::::‘: e —
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample : K2566-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
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 3 unknown7.68 Concentration Rank 1

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

7.68 73.86 ng 1398040 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 781 (7.679 min): BG040635.D (-774) (-) m/z 131.95 100.00%
132
68
5000
96 LRI LR UL R L
40 Ll . 7.40 7.60 7.80 8.00
(o} o T o e o o o SNV L Ly m/z 67.95 53.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R UL L R
7.40 7.60 7.80 8.00
3 10 m/z 66.00 38.85%
O.Jﬂfbhm,.. DALY UARLELEL UURLALELA SRR DL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
740 7.60 7.80 8.00
5000 67 m/z 134.00 29.57%
103
0"JHHN'WH'J'I'”'I""I'”'I""I”"I""I”"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14505: 1H-Benzimidazole, 2-methyl- e
132 7.40 7.60 7.80 8.00
m/z 69.00 23.80%
5000
63
39 90
0'“UNJJ'LM'"I'”'I""I'”'I""I”"I""I”" R UL L R L
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040635.D

Acq On : 26 Apr 2019 18:44

Operator : JU/SJ

Sample - K2566-04

Misc :

ALS Vial : 15 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 30.9 ng 584062 1 8.16 378573 20.0
Butane, 2-methoxy... 3.24 6.3 ng 120204 1 8.16 378573 20.0
unknown? .68 7.68 73.9 ng 1398040 1 8.16 378573 20.0
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