LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086253.D

Aca On : 16 Apr 2016 9:20

Operator : UM/SJ

Sample = H2537-06

Misc :

ALS Vial : 34 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-BF041516.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 2.178 6 8 31 rvVvB2 185843 534831 7.28% 1.004%
2 5.081 260 262 267 rBV 192485 240125 3.27% 0.451%
3 5.493 295 298 300 rBVY 3843667 4584205 62.39% 8.604%
4 6.510 384 387 390 rBVY 3117319 2712872 36.92% 5.092%
5 6.659 397 400 402 rBVY 5999557 6058616 82.46% 11.371%

6.887 418 420 423 rBV 1529158 1675499 22.80% 3.145%
7.047 431 434 437 rBV 5268849 5267687 71.69% 9.887%
7.459 467 470 472 rBV 4646258 5218873 71.03% 9.795%
8.179 530 533 535 rBV 2606959 2357551 32.09% 4._.425%
9.253 624 627 630 rBVY 5880337 7347537 100.00% 13.790%

=
QO ~NO®

11 9.928 684 686 689 rBvV 2288392 2350146 31.99% 4.411%
12 10.716 752 755 758 rBV 3568303 4067613 55.36% 7.634%
13 11.413 813 816 818 rBV 2711629 2352350 32.02% 4._.415%
14 13.002 952 0955 958 rBvV 5283937 5669003 77.16% 10.640%
15 14.042 1044 1046 1049 rBV 1598056 1558232 21.21% 2.925%

16 15.482 1169 1172 1175 rBV 1019949 1285881 17.50% 2.413%

Sum of corrected areas: 53281021
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086253.D

Aca On : 16 Apr 2016 9:20

Operator : UM/SJ

Sample : H2537-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086253.D

Aca On : 16 Apr 2016 9:20

Operator : UM/SJ

Sample : H2537-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, 1,1-dimethoxy- Concentration Rank 3

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

2.18 6.38 ng 534831 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 38
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 Glycine 75 C2H5NO2 000056-40-6 9

Abundance Scan 8 (2.178 min): BF086253.D (-6) (-) m/z 75.10 100.00%

73.1
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45.0

57.1 220 230240 2.50 2.60
103.1
o...,....,....,....,....-,:'..|.,...'.,....,-....,..8.5?9....,....,....,.... m/z 73.10 72.74%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000 R B o R RN SR
45.0 2.20 2.30 2.40 2.50 2.60

m/z 45.05 33.71%

15.0 H 57.0
o 50 LSO o a0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75.0
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5000 m/z 41.10 26.59%

31.0 47.0 89.0
0 59.0 103.0 119.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance - Thi i i

#706: Thiocyanic acid, methyl ester R SRR EEEEE R
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m/z 47.05 16.23%
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m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086253.D

Aca On : 16 Apr 2016 9:20

Operator : UM/SJ

Sample : H2537-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 2.87 ng 240125 1,4-Dichlorobenzene-d4 6.89
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 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 262 (5.081 min): BF086253.D (-260) (-) m/z 43.05 100.00%
43.0
5000 591
1oLt 480 500 520 540
83.1 : : : :
0....,....','...-!|,....,-....-,....,....,....,....,....,297.'9. m/z 59.10 50.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I L
59.0 480 5.00 520 540
m/z 58.10 17.99%
0 27\\.\9 il \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 50.0 m/z 101.10 17.60%
101.0
15.0 83.0
G S L I I I WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 7.94%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086253.D

Acq On : 16 Apr 2016 9:20

Operator : UM/SJ

Sample : H2537-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.18 6.4 ng 534831 1 6.89 1675500 20.0
2-Pentanone, 4-hy... 5.08 2.9 ng 240125 1 6.89 1675500 20.0
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