LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104230.D

Aca On : 4 Apr 2018 17:29

Operator : JU/SJ

Sample : PB107923BL

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF032818.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 5.210 527 531 545 rBV 40280 90117 2.33% 0.321%
2 5.598 593 597 640 rBY 1011556 2635967 68.01% 9.395%
3 6.592 763 766 785 rBVY 1306525 2567412 66.24% 9.151%
4 6.722 785 788 824 rVV 1820921 3310273 85.41% 11.798%
5 6.957 824 828 849 rVvV 245725 695690 17.95% 2.480%

7.104 849 853 895 rvB 1651210 2451268 63.25% 8.737%
7.516 920 923 971 rBV 887253 1806796 46.62% 6.440%
440206 826507 21.33% 2.946%
9.304 1222 1227 1263 rBV 2633775 3681455 94.99% 13.121%
9.986 1339 1343 1369 rBvV 824021 1021264 26.35% 3.640%
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11 10.786 1475 1479 1510 rBV 1569014 2257429 58.24% 8.046%
12 11.486 1594 1598 1621 rBV 701539 1068424 27.57% 3.808%
13 13.068 1862 1867 1896 rBV 3083931 3875754 100.00% 13.814%
14 14.139 2045 2049 2066 rBV 742209 1058258 27.30% 3.772%
15 15.674 2305 2310 2330 rBV 353911 710663 18.34% 2.533%

Sum of corrected areas: 28057277
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104230.D

Aca On 4 Apr 2018 17:29

Operator : JU/SJ

Sample : PB107923BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104230.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104230.D

Aca On : 4 Apr 2018 17:29

Operator : JU/SJ

Sample : PB107923BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

5.21 2.59 ng 90117 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
4 3-Hexanol 102 C6H140 000623-37-0 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 531 (5.210 min): BF104230.D (-527) (-) m/z 43.00 100.00%
43
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5000
101 BN e,
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m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R EREREREE T
43 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.67%
5000 101
28 59
70 84
0...,..1‘5..,..l‘.‘l....‘i‘ ‘..,.S?Mli....l.‘..7.8,.l..,.?5..,a...,.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104230.D

Aca On : 4 Apr 2018 17:29

Operator : JU/SJ

Sample : PB107923BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.72 Concentration Rank 1

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

6.72 95.17 ng 3310270 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 788 (6.722 min): BF104230.D (-785) (-) m/z 132.00 100.00%
5000 68 L
40 | 7 e 10 640 6.60 6.80 7.00
54 104 : . .
o..,....,....,....,".'..7.,....??...'....,..f??,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 40.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L
132
5000 67 BAAAEAE SRS SRR AR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.15%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 24 _30%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.05 15.54%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\
Data File : BF104230.D

Acq On 4 Apr 2018 17:29

Operator : JU/SJ

Sample : PB107923BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 5.21 2.6 ng 90117 1 6.96 695690 20.0
unknown6 .72 6.72 95.2 ng 3310270 1 6.96 695690 20.0
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