LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042372.D

Aca On : 21 Aug 2019 00:26

Operator : HP/JU

Sample : K4388-07

Misc :

ALS Vial : 12 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-BG081919.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 3.141 3 9 24 rVB 446763 958529 56.69% 6.663%
2 5.579 417 424 437 rBV 546190 949325 56.14% 6.599%
3 7.183 686 697 712 rBV 601191 1088736 64.39% 7.568%
4 7.548 751 759 767 rBV 640416 1143624 67.63% 7 .950%
5 8.018 832 839 847 rBV 223264 392130 23.19% 2.726%
6 8.341 888 894 901 rVB 458912 803867 47 .54% 5.588%
7 9.122 1019 1027 1031 rBV 77083 136245 8.06% 0.947%
8 9.181 1031 1037 1047 rVB 349855 647334 38.28% 4 .500%
9 10.838 1312 1319 1325 rBV 288071 527098 31.17% 3.664%
10 12.501 1597 1602 1609 rBvV2 29594 51061 3.02% 0.355%
11 12.718 1633 1639 1647 rBvV 35345 63744 3.77% 0.443%
12 13.294 1730 1737 1750 rBvV 815001 1275774 75.45% 8.868%
13 13.993 1852 1856 1860 rBvV3 30063 52589 3.11% 0.366%
14 14.116 1872 1877 1882 rBV 41551 63954 3.78% 0.445%

15 14.674 1966 1972 1978 rBV 454016 720224 42 _.59% 5.006%
16 14.739 1979 1983 1989 rBvV 33076 60246 3.56% 0.419%
17 16.167 2221 2226 2234 rBV 799988 1223181 72.34% 8.503%
18 17.430 2437 2441 2444 rBV2 500357 703763 41.62% 4.892%
19 17.471 2445 2448 2454 rVB 485318 666747 39.43% 4._.635%
20 19.486 2787 2791 2795 rBV 889147 1166776 69.00% 8.111%

21 20.039 2882 2885 2889 rBV 1377477 1690926 100.00% 11.754%

Sum of corrected areas: 14385873
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042372.D

Aca On : 21 Aug 2019 00:26

Operator : HP/JU

Sample - K4388-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042372.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042372.D

Aca On : 21 Aug 2019 00:26

Operator : HP/JU

Sample - K4388-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.14 48.89 ng 958529 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (3.141 min): BG042372.D (-3) (-) m/z 73.10 100.00%
3
5000
43 g7
3.20 3.30 3.40 3.50 3.60
o.,....','-.'..&?,g..' b 3 457 181 208 281 azo 4310 34.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 AN AR RAREE RARAE RARBE AR
55 3.20 3.30 3.40 3.50 3.60
57 87 m/z 87.10 27 .55%
N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 25.82%
2
0.,.rn,....,..,....P%%? %??.,”.. R AR m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy- S ARREEEE SR R an s sy )
73 3.20 3.30 3.40 3.50 3.60
m/z 71.05 10.21%
5000
45
29‘
Y L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042372.D

Aca On : 21 Aug 2019 00:26

Operator : HP/JU

Sample - K4388-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.55 Concentration Rank 1

R.T. EstConc Relative to ISTD

1143620 1,4-Dichlorobenzene-d4

MW  MolForm
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 759 (7.548 min): BG042372.D (-751) (-) m/z 132.00 100.00%
132
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40 54 7 5 :
ol LT 8T | ASus 177 191 hz7 134.00  33.21%
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
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0
31 51 78 m/z 68.10 32.74%
0 —
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R AN e B
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.74%
97
‘ o ‘ 117
0....‘,‘..“.‘. Al os |l
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Abundance #52379: Tranylcypromine-propionyl .. , R amma
57 132 7.20 7. 40 7. 60 7. 80
74 m/z 69.10 13.46%
116
5000 98
S| S N 2 W A S
m/z--> 40 60 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042372.D

Aca On : 21 Aug 2019 00:26

Operator : HP/JU

Sample - K4388-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 4 Benzenemethanol, .alpha.,.a... Concentration Rank 4

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

9.12 6.95 ng 136245 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 90
2 Benzene. (l-methoxvethvl)- 136 C9H120 004013-34-7 80
3 Benzene. l1l-ethvl-4-methoxv- 136 C9H120 001515-95-3 80
4 _alpha.-Ethvl-_alpha.-methvlbenz... 150 C10H140 001565-75-9 78
5 dI-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 78

Abundance Scan 1027 (9.122 min): BG042372.D (-1019) (-) m/z 121.10 100.00%
43 121
5000 /\‘
791 105 880 9.00 9.20 9.40
136
| S— ...',--.'...||,..|..,-.'... e 2828 Tm/z 43.05 97.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16536: Benzenemethanol, .alpha.,.alpha.-dimethy!-
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5000 NSNS AR
8.80 9.00 9.20 9.40
m/z 77.10 16.58%

7
o2 |58 4 1B | 1%
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Abundance #16442: Benzene, (1-methoxyethyl)-
121
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5000 m/z 51.10 13.84%
105
51 4 91
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Abundance #16464: Benzene, 1-ethyl-4-methoxy-
121 8.80 9.00 9.20 9.40

m/z 78.10 12.04%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 920 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042372.D

Acq On : 21 Aug 2019 00:26

Operator : HP/JU

Sample - K4388-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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]
Butane, 2-methoxy... 3.14 48.9 ng 958529 1 8.02 392130 20.0
unknown? .55 7.55 58.3 ng 1143620 1 8.02 392130 20.0
Benzenemethanol, ... 9.12 7.0 ng 136245 1 8.02 392130 20.0
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