LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023866.D

Aca On : 23 Aug 2016 23:13 Instrument :

Operator : UM/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22Ie : 14550-01 TP-4-COMPOSITE

ALS Vial : 18 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-BG080116.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 2.964 16 21 44 rVB 4869842 7566587 100.00% 18.563%
2 5.149 388 393 402 rVB 444284 682530 9.02% 1.674%
3 5.631 468 475 486 rBV 1445027 2383827 31.50% 5.848%
4 7.246 743 750 763 rBVY 1443311 2626348 34.71% 6.443%
5 7.616 806 813 823 rBVY 1493961 2579431 34.09% 6.328%

8.092 883 894 903 rBV 412417 720597 9.52% 1.768%
8.415 941 949 957 rBV 1125008 1927340 25.47% 4.728%
9.267 1086 1094 1109 rBvV 910993 1696216 22.42% 4.161%
10.924 1369 1376 1391 rVB 543151 1011994 13.37% 2.483%
13.373 1786 1793 1803 rBVY 2310345 3657220 48.33% 8.972%

=
QO ~NO®

11 14.208 1928 1935 1943 rBV 616801 946445 12.51% 2.322%
12 14.760 2022 2029 2040 rBV2 834503 1405071 18.57% 3.447%
13 16.264 2278 2285 2298 rBV 1709282 2860388 37.80% 7.017%
14 16.446 2312 2316 2325 rBV 57738 111409 1.47% 0.273%
15 17.527 2492 2500 2507 rBV2 1076770 1751672 23.15% 4.297%

16 18.396 2644 2648 2657 rBv4 48484 81507 1.08% 0.200%
17 20.135 2938 2944 2950 rVB 3840399 4970984 65.70% 12.195%

18 21.838 3228 3234 3246 rVB2 1094153 1959988 25.90% 4._.808%
19 25.210 3799 3808 3819 rVB 601182 1822844 24.09% 4._.472%

Sum of corrected areas: 40762398
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023866.D

Aca On : 23 Aug 2016 23:13

Operator : UM/SJ

ﬁ?ggle i H4550-01 TP-4-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\Methods\8270-BG080116.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: BG023866.D
2|96
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Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 7.50 8.00 8.50 900 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG023866.D

4000000 20.13

3000000

13.37

2000000 16.26
21.84
17.53
1000000 14.76

14.21

6.45 18.40
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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: BG023866.D
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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\BG082316\
Data File : BG023866.D

Aca On : 23 Aug 2016 23:13

Operator : UM/SJ

Sample : H4550-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

2.96 210.01 ng 7566590 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 20 (2.958 min): BG023866.D (-16) (-) m/z 73.05 100.00%
73.0 f\
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 ko 1248 1818 2540 24l rrrerree® . m/z 43.05  55.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000
2.90 3.00 3.10 3.20 3.30 3.40
31 m/z 89.05 34.27%
OI”HUﬁ"W"”I'”' L U LI DAL WL B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 10.97%
S S o s S UL I B I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #733: N-Ethylformamide
30.0 73.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 9.11%
5000
m/z--> 0 5|0 1(|)0 15|0 200 250 300 35|0 400 45|0 560 55|0 2.90 3.00 3.10 3.20 3.30 3.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG082316\

BG023866.D

23 Aug 2016 23:13

UM/SsJ

H4550-01 TP-4-COMPOSITE
18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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.

5.15 18.94 ng 682530 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 393 (5.149 min): BG023866.D (-388) (-) m/z 43.05 100.00%
43.0
5000 K
101.1 e A BEEEsmEmssw
480 500 520 5.40
ofrrr /28 [ 1627 2068 8299 3803 7z 59.00 62.09%
m/z-> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS S LR
480 5.00 520 5.40
m/z 101.05 19.64%
101.0
olﬂoﬂ‘,u T
m/z-> 0 50 100 150 200 250 300 350
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.90%
0 126.0
mz-> 0 50 100 150 200 250 300 350
Abundance #4030: 2,3-Butanedione, monooxime I  AREEREE RS S , :
43.0 480 500 520 5.40
m/z 41.05 8.42%
5000
101.0
01'4"'0'1"|""'|' NS AN UL UL UL L 'W"”I'”'I”"P"W'
m/z-> 0 50 100 150 200 250 300 350 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082316\

Data File : BG023866.D

Aca On : 23 Aug 2016 23:13

Operator : UM/SJ

ﬁ?ggle i H4550-01 TP-4-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG080116.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 unknown7.62 Concentration Rank 2

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

7.62 71.59 ng 2579430 1,4-Dichlorobenzene-d4 8.09
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 814 (7.622 min): BG023866.D (-806) (-) m/z 132.05 100.00%
13p.1
68.0
5000

7.20 7.40 7.60 7.80 8.00

0 N .I,t. 290t 2898 4288 4928 /7 68.05  54.93%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 [rrrr[rrrrrrrrprrrrro

7.20 7.40 7.60 7.80 8.00

)
310 ‘ m/z 66.05 36.42%
0 Ly “ m‘ ‘
A B B B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 34.54%
31.0 70.0
ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- T ma s e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 24.12%
5000
63.0
P S WAL SR A SO
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG082316\

Data File : BG023866.D

Acq On : 23 Aug 2016 23:13

Operator : UM/SJ

ﬁ?ggle i H4550-01 TP-4-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG080116.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... 2.96 210.0 ng 7566590 1 8.09 720597 20.0
2-Pentanone, 4-hy... 5.15 18.9 ng 682530 1 8.09 720597 20.0
unknown? .62 7.62 71.6 ng 2579430 1 8.09 720597 20.0
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