LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090559.D
Aca On : 14 Oct 2016 10:07 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H5148-03 C-WH-DRUM-02-C
ALS Vial : 5 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-BF101316.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 2.485 11 13 17 rBV5 15486 51566 1.39% 0.170%
2 5.103 240 242 248 rBV 594651 756539 20.35% 2.488%
3 5.526 277 279 293 rBVY 1931747 2235557 60.13% 7.353%
4 6.543 366 368 378 rBVY 1088975 2057271 55.34% 6.767%
5 6.680 378 380 398 rVV 1734994 2676035 71.98% 8.802%
6 6.920 398 401 412 rVvVv 872620 1199029 32.25% 3.944%
7 7.069 412 414 430 rVB 1507417 1983064 53.34% 6.523%
8 7.480 448 450 467 rBV 1101879 1621415 43.61% 5.333%
9 7.949 489 491 494 rBV 67366 65645 1.77% 0.216%
10 8.200 511 513 523 rBY 1271230 1779689 47.87% 5.854%

11 9.286 605 608 610 rBVY 1981759 2866065 77.09% 9.427%
12 9.435 619 621 629 rVB5 13828 40326 1.08% 0.133%
13 9.960 665 667 669 rBvV 2017082 1895680 50.99% 6.235%
14 10.372 700 703 711 rVB 91199 156251 4._.20% 0.514%
15 10.749 733 736 745 rBV 1648860 1974003 53.10% 6.493%

16 11.446 795 797 814 rBV 1633980 2056142 55.31% 6.763%

17 12.852 918 920 923 rBV 41896 56564 1.52% 0.186%
18 13.035 934 936 950 rVB 3492830 3717677 100.00% 12.228%
19 13.892 1007 1011 1012 rBV 25011 43415 1.17% 0.143%
20 13.926 1012 1014 1016 rVv2 33793 57505 1.55% 0.189%
21 13.961 1016 1017 1021 rVB 54223 71782 1.93% 0.236%

22 14.086 1026 1028 1040 rVB 1326466 1757942 47 .29% 5.782%
23 15.550 1153 1156 1170 rBV 719772 1173758 31.57% 3.861%

24 16.018 1194 1197 1200 rBV 27183 45830 1.23% 0.151%
25 16.521 1238 1241 1252 rVB 27105 63179 1.70% 0.208%
Sum of corrected areas: 30401929
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101416\

BF090559.D

14 Oct 2016 10:07

UM/SJ

H5148-03

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

C-WH-DRUM-02-C
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090559.D

Aca On : 14 Oct 2016 10:07

Operator : UM/SJ

Sample : H5148-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.10 12.62 ng 756539 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (5.103 min): BF090559.D (-240) (-) m/z 43.10 100.00%

43
59
5000

101 IIIIIIIIIIIIIIIIIIII
37, 53 | 69 83 | 480 5.00 5.20 5.40
) N /Y PR Y MR- SN~ SN — m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 LI L L L L LN LI BN |
a1 480 5.00 5.20 5.40
101 m/z 58.10 16.08%
29
N N X PR -1 P - NN - S ..,M M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
...,....,....,....,....,
480 5.00 5.20 5.40
5000 59 m/z 101.10 16.04%
25 3 37 83 g3 %
O b T R A A e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A RAREa T
59 480 5.00 5.20 5.40

m/z 41.05 8.80%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090559.D

Aca On : 14 Oct 2016 10:07

Operator : UM/SJ

Sample : H5148-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.68 Concentration Rank 1

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

6.68 44 .64 ng 2676040 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 380 (6.680 min): BF090559.D (-378) (-) m/z 132.00 100.00%
132
68 \\
5000
40 ‘ 75 % 640 660 680 7.00
54 104 : : : :
o..,....,....,...:,“...7:,....‘,3?:.-|,..'=~.,..5.‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 52.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide L
68
5000 53 SRR LA
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m/z 66.10 31.70%
‘ ‘ 132
0 vl N
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R L B o e o e  RRamA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.40 6.60 6.80 7.00
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Abundance #2798: 2-Cyclohexen-1-one S
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m/z 69.10 20.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090559.D

Acq On : 14 Oct 2016 10:07

Operator : UM/SJ

Sample - H5148-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
Propane, 2-methyl... 5.10 12.6 ng 756539 1 6.92 1199030 20.0
unknown6 .68 6.68 44_.6 ng 2676040 1 6.92 1199030 20.0
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