LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG093016\

Data File : BG024165.D

Aca On : 30 Sep 2016 18:44 Instrument :
Operator : UM/SJ ?:'I\:gﬁ(t;Sam ol
3?22'6 i H4998-14 sunsmm4243
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:\HPCHEM1\BNA G\METHODS\8270-BG092316.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

2.894 5 9 27 rVB 3654344 5236785 100.00% 19.091%
5.097 380 384 394 rvB2 172225 293052 5.60% 1.068%
rBv 769825 1326572 25.33% 4 _.836%
7.200 736 742 759 rBV 833100 1615882 30.86% 5.891%
7.564 798 804 816 rVB 854738 1484884 28.35% 5.413%
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8.034 878 884 892 rvB2 183105 311285 5.94% 1.135%
8.357 932 939 949 rBV 591444 1040442 19.87% 3.793%
9.215 1078 1085 1098 rBv2 522511 1023422 19.54% 3.731%
10.865 1360 1366 1382 rBV 235853 465174 8.88% 1.696%
13.315 1776 1783 1797 rBV 1466779 2339462 44.67% 8.529%

=
QO ~NO®

11 14.155 1918 1926 1936 rBV 642931 998488 19.07% 3.640%
12 14.707 2013 2020 2030 rBV 469128 747243 14.27% 2.724%
13 16.211 2269 2276 2294 rBV 1364238 2306527 44.04% 8.409%
14 16.393 2303 2307 2311 rBV2 39338 65266 1.25% 0.238%
15 17.474 2484 2491 2504 rBV2 658631 1120095 21.39% 4.083%

16 18.344 2634 2639 2644 rBV3 56666 84720 1.62% 0.309%
17 20.082 2929 2935 2944 rBV 3409721 4427998 84.56% 16.143%
18 21.375 3149 3155 3158 rBV7 31619 64295 1.23% 0.234%

19 21.780 3218 3224 3232 rBV 719428 1282572 24.49% 4.676%
20 25.105 3781 3790 3804 rvB2 383298 1196123 22.84% 4_.361%

Sum of corrected areas: 27430287

8270-BG092316.M Mon Oct 03 18:16:00 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\
Data File : BG024165.D

Aca On : 30 Sep 2016 18:44

Operator : UM/SJ

Sample : H4998-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.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: BG024165.D
89

3500000
3000000
2500000
2000000
1500000
1000000 5.58 7.20 7.56

500000 5 821
5.10 8.03 \ k 10.87
A I

Ol T T T T T T T T e e e e

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024165.D

3500000 20.08
3000000
2500000
2000000
1500000; 1332 16.21

1000000
14.16 17.47 21.78

500000 14.71

6.39 18.34 21.37

L0 o e e e o L ) LA B o e o e o B B B S S R S

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: BG024165.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 25.10

O T T T T T T T T T T e e e T T 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\BG093016\
Data File : BG024165.D

Aca On : 30 Sep 2016 18:44

Operator : UM/SJ

Sample : H4998-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.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, 2,2-dimethoxy- Concentration Rank 1

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

2.89 336.46 ng 5236790 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 56
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 17
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 8 (2.888 min): BG024165.D (-5) (-) m/z 73.05 100.00%

5000 43

-

2.90 3.00 3.10 3.20 3.30

Ol b b 230 207236 280 339 411 482 52| 'm/z 43.05  48.06%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-

-

so00] 43
2.90 3.00 3.10 3.20 3.30
m/z 89.05 32.64%
0 | ‘\‘h L
o o o o N L o O SN B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
89 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.05 9.94%
17
O T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #855: 1-Propanol, 2-methyl-
43 2.90 3.00 3.10 3.20 3.30
m/z 45.00 7.73%
5000
74
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\
Data File : BG024165.D

Aca On : 30 Sep 2016 18:44

Operator : UM/SJ

Sample : H4998-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.10 18.83 ng 293052 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 42
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 3-0ctanol 130 C8H180 000589-98-0 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
Abundance Scan 385 (5.103 min): BG024165.D (-380) (-) m/z 43.05 100.00%

43
5000
101

4.80 500 520 540

O A dZ0, | 141 180207 254 307 361387 5% m/z 59.05  60.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L B L L L L BB |

480 5.00 520 5.40
m/z 101.05 20.41%

‘ 101
Olrr 1 7 P e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
e )
480 5.00 5.20 5.40
5000 m/z 58.00 15.64%
31
102
O T e T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13627: 3-Octanol
5 480 5.00 5.20 5.40
m/z 40.05 14 _.33%
5000
29 101
o )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\
Data File : BG024165.D

Aca On : 30 Sep 2016 18:44

Operator : UM/SJ

Sample : H4998-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.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 unknown7.56 Concentration Rank 2

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

7.56 95.40 ng 1484880 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 803 (7.558 min): BG024165.D (-798) (-) m/z 132.00 100.00%
132
68
5000
40 % 720 7.40 7.60 7.80
3 — b .|',"~1.1?. la0169 207 3 "n/z 68.05 57.76%
m/z--> 50 100 150 200 250 300
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 LIS PR UL L
7.20 7.40 7.60 7.80
m/z 66.05 39.53%

63 104
N - e
m/z--> 50 100 150 200 250 300
Abundance
132

7.20 7.40 7.60 7.80

5000 67 m/z 134.05 32.88%
41 97
115
oty M M
m/z--> 50 100 150 200 250 300
Abundance #14395: 1,3,5-Trifluorobenzene R e R
132 7.20 7.40 7.60 7.80

m/z 69.05 24 .64%

5000
63 81
31 { 112
O

m/z--> 50 100 150 200 250 300 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG093016\
Data File : BG024165.D

Acq On : 30 Sep 2016 18:44

Operator : UM/SJ

Sample > H4998-14

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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, 2,2-dime... 2.89 336.5 ng 5236790 1 8.03 311285 20.0
2-Pentanone, 4-hy... 5.10 18.8 ng 293052 1 8.03 311285 20.0
unknown? .56 7.56 95.4 ng 1484880 1 8.03 311285 20.0
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