LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101315\
Data File : BG019173.D

Aca On : 13 Oct 2015 00:54

Operator : UM/NP

Sample : PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 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-BG101015.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 2.996 23 27 48 rVB 1625878 2084945 100.00% 21.238%
2 5.135 386 391 402 rVB 167543 248210 11.90% 2.528%
3 5.611 465 472 480 rBV 321578 501170 24.04% 5.105%
4 7.203 736 743 752 rBV 337336 567506 27.22% 5.781%
5 7.567 798 805 815 rVB 320424 534386 25.63% 5.443%

8.031 878 884 891 rvB2 63618 102451 4.91% 1.044%
8.355 932 939 947 rVB 225125 384314 18.43% 3.915%
9.189 1072 1081 1094 rBV 199114 360768 17.30% 3.675%
10.834 1355 1361 1372 rVB 89984 161083 7.73% 1.641%
13.284 1771 1778 1789 rVB 581572 878936 42.16% 8.953%

=
QO ~NO®

11 14.659 2005 2012 2023 rBV2 161322 255916 12.27% 2.607%
12 16.146 2259 2265 2279 rBV 519934 810916 38.89% 8.260%
13 17.403 2473 2479 2488 rVB 238859 364047 17.46% 3.708%
14 20.017 2918 2924 2930 rBV 1318376 1685206 80.83% 17.166%
15 21.680 3199 3207 3217 rBV 273322 462033 22.16% 4._.706%

16 24.906 3745 3756 3773 rVB2 144771 415100 19.91% 4.228%

Sum of corrected areas: 9816987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101315\
Data File : BG019173.D

Aca On : 13 Oct 2015 00:54

Operator : UM/NP

Sample - PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG019173.D
3/00
1500000

1000000

500000
5.61 7.20 7,57

5.13 8.35 9.19
8.03 10.83

L

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG019173.D

1500000
20.02

1000000

13.28
16.15
500000

17.40 2168

14.66
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019173.D

1500000

1000000

500000

24.91

e T o T T e T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101315\
Data File : BG019173.D

Aca On : 13 Oct 2015 00:54

Operator : UM/NP

Sample - PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.00 Concentration Rank 1

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

3.00 407.01 ng 2084950 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 36
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 22
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 28 (3.002 min): BG019173.D (-23) (-) m/z 73.10 100.00%
731
43.1
5000 89.0
55.1 2.90 3.00 3.10 3.20 3.30 3.40
bl L Tm/z 43.10  65.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73.0
43.0
5000
150 290 2.90 3.00 3.10 3.20 3.30 3.40
89.0 m/z 89.05 37.11%
0 ...?9..,.ﬂ..,..Jlﬂlnxh..hn,.?n?....,.:..,.”.k....}Pfﬂ :
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
43.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 12.21%
29.0
15.0 89.0 100.0
G R RS UL RS AN AR RN IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.10 10.73%
71.0
5000 89.0
27.0
0 18.0 ‘ “‘ 59.0 ) 101.0
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101315\
Data File : BG019173.D

Aca On : 13 Oct 2015 00:54

Operator : UM/NP

Sample - PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.13 48.45 ng 248210 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 390 (5.129 min): BG019173.D (-386) (-) m/z 43.10 100.00%
31
59.1
5000
| w O W50 5ho 550 sho
ot e e m/z 59.10 54.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I
59.0 480 500 520 540
m/z 58.10 15.36%
31.0 830 93.0 10‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 14 _.79%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.81%
5000 41.0
31.0
69.0 870
15.0 M L1 stop ] 98.0 A
S S S R I UL UL UL SULILIS WAL B A RS SRR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101315\
Data File : BG019173.D

Aca On : 13 Oct 2015 00:54

Operator : UM/NP

Sample - PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown7.57 Concentration Rank 2

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

7.57 104.32 ng 534386 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 805 (7.567 min): BG019173.D (-798) (-) m/z 132.10 100.00%
132.1
5000 68.1
00 541 \| g e 75 740 760 780 800
Okl bl A2 LRl m/z 68.10  48.68%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 P e
7.20 7.40 7.60 7.80 8.00
210 510 m/z 134.00 34 .40%
O.H.J”JPPI.WH.”,.”.,m7g9.”,.”.,”..“..w..”,‘”.,”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.10 34.27%
70.0
31.0
. 44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.94%
5000
69.0
20 70 ‘ 890 1030 ‘
0% "'l""‘HH'”"““ |"'”| '”??lq' "|"'“ |J”"|%%§ 9|""| T A I U L
m/z--> 30 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101315\
Data File : BG019173.D

Acq On : 13 Oct 2015 00:54

Operator : UM/NP

Sample : PB85644BL

Misc : LOD 1PPM

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
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]
unknown3 .00 3.00 407.0 ng 2084950 1 8.03 102451 20.0
2-Pentanone, 4-hy... 5.13 48.5 ng 248210 1 8.03 102451 20.0
unknown? .57 7.57 104.3 ng 534386 1 8.03 102451 20.0
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