LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA G\DATA\BG011118\
Data File : BG031993.D

Aca On : 11 Jan 2018 20:47

Operator : SJ/JU

Sample : J1070-01

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:\HPCHEM1I\BNA G\METHODS\8270-BG122117.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

3.419 16 22 32 rBv2 90333 212308 4.42% 1.168%
3.513 32 38 45 rVB 66252 106900 2.22% 0.588%
rBv 249952 434155 9.03% 2.389%
7.879 771 781 794 rBv2 155771 297660 6.19% 1.638%
8.290 842 851 863 rBvV 547902 989104 20.58% 5.443%
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8.778 926 934 944 rBV 141462 258776 5.38% 1.424%
9.118 984 992 1005 rVB 557375 1046763 21.78% 5.760%
rBv 403279 757414 15.76% 4.168%
11.662 1416 1425 1434 rBV 207030 388390 8.08% 2.137%
14.036 1818 1829 1841 rBV 1691771 2726256 56.71% 15.002%
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11 15.405 2056 2062 2073 rVB3 384829 679264 14.13% 3.738%
12 16.880 2306 2313 2323 rBV 1394651 2295210 47.75% 12.630%
13 18.137 2520 2527 2537 rBV2 564420 929742 19.34% 5.116%
14 20.675 2952 2959 2966 rBV 3392264 4807077 100.00% 26.452%
15 22.479 3259 3266 3278 rBV 601173 1141552 23.75% 6.282%

16 26.204 3887 3900 3917 rBV2 329768 1102459 22.93% 6.066%

Sum of corrected areas: 18173030
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG011118\
Data File : BG031993.D

Aca On : 11 Jan 2018 20:47

Operator : SJ/JU

Sample : J1070-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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: BG031993.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG011118\
Data File : BG031993.D

Aca On : 11 Jan 2018 20:47

Operator : SJ/JU

Sample : J1070-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 2,2,4-Trimethyl-3-pentanol Concentration Rank 4

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

3.51 8.26 ng 106900 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 78
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 37 (3.507 min): BG031993.D (-32) (-) m/z 73.10 100.00%

73.1
5000 430
: 55.1 87.1

340 360 380
o“.“”.“”.“”Jml.“lv“”.mh.“”:““.“”.“”.“.”ﬁﬁ?“. m/z 43.05  34.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
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5000 41.0 550
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29.0 m/z 87.10 28.35%
o 1L, \“‘ IN “ _99.0 1120 129.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73.0
e
340 360  3.80
5000 m/z 55.10 21.60%
43.0 550 87.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #734: N-Ethylformamide R amm
30.0 340 360  3.80
730 m/z 71.10 10.52%
5000
44.0 58.0
2o )
o SRS/ VP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 340 360  3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG011118\
Data File : BG031993.D

Aca On : 11 Jan 2018 20:47

Operator : SJ/JU

Sample : J1070-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknown8.29 Concentration Rank 2

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

8.29 76.44 ng 989104 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 851 (8.290 min): BG031993.D (-842) (-) m/z 132.00 100.00%
13%2.0
5000
68.1 ]\
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0 ...,....-:-'..:'.,.|.|..,....,-:.1.1“?P.. b 2288 Tm/z 134.00  33.00%
m/z--> 20 100 120 140 160 180 200
Abundance #14409. (E) 3-Chloro-2-methyl-2-pentenal
132.0
5000 " PRIV
410 970 m/z 68.10 32.42%
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m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57.0 132.0
740 "5h0 5k a0 5o
5000 980 1160 m/z 66.00 20.44%
0 158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole R e S  EawmE
132.0 8.00 8.20 8.40 8.60
m/z 96.00 14.73%
5000
104.0
0 27.0 WO%O 88.0 M
m/z--> 20 40 60 8IO 100 120 140 160 180 200 800 820 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG011118\
Data File : BG031993.D

Acq On : 11 Jan 2018 20:47

Operator : SJ/JU

Sample - J1070-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
2,2,4-Trimethyl-3__. 3.51 8.3 ng 106900 1 8.78 258776 20.0
unknown8.29 8.29 76.4 ng 989104 1 8.78 258776 20.0
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