LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071916\
Data File : BG023180.D

Aca On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vial : 10 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-BG070816.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 3.013 25 30 48 rBY 4013949 5917842 63.26% 11.128%
2 5.205 397 403 409 rBV 114051 190183 2.03% 0.358%
3 5.687 478 485 496 rBV 1961572 3200936 34.22% 6.019%
4 7.302 753 760 770 rBVY 2254141 3874771 41.42% 7.286%
5 7.678 813 824 833 rBVY 2075821 3629306 38.80% 6.825%

8.148 896 904 914 rVB 398341 710708 7.60% 1.336%
8.472 950 959 967 rBV 1419752 2535190 27.10% 4.767%
9.324 1096 1104 1114 rBV 1366248 2519184 26.93% 4.737%
10.980 1378 1386 1395 rVB 613920 1128683 12.07% 2.122%
13.419 1793 1801 1809 rBVY 3779756 6145128 65.69% 11.556%

=
QO ~NO®

11 14.805 2030 2037 2047 rBV2 1094458 1853670 19.82% 3.486%
12 16.298 2284 2291 2307 rBV 3351311 5272498 56.36% 9.915%
13 17.561 2499 2506 2517 rVB 1495406 2251540 24.07% 4._.234%
14 20.164 2943 2949 2958 rBV 6994716 9354655 100.00% 17.591%
15 21.874 3233 3240 3249 rBV2 1398556 2469626 26.40% 4.644%

16 25.275 3807 3819 3834 rBV2 603877 2123963 22.70% 3.994%

Sum of corrected areas: 53177883
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071916\
Data File : BG023180.D

Aca On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023180.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071916\
Data File : BG023180.D

Aca On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown3.01 Concentration Rank 1

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

3.01 166.53 ng 5917840 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 29 (3.007 min): BG023180.D (-25) (-) m/z 73.05 100.00%
7B h
43
5000
2.903.00 3.10 3.20 3.30 3.40
0 b L? 28156179 225250 203 369398 430459 ' "m/z 43.10 52.33%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
soo0{ 43
2.903.00 3.103.20 3.30 3.40
m/z 89.10 34.68%
0 LRI UL WL WL LA WL AL B B
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
89 2.903.00 3.10 3.20 3.30 3.40
5000{ 18 m/z 41.10 10.39%
O S L A UL B L B B B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #733: N-Ethylformamide
3 78 2.903.00 3.10 3.20 3.30 3.40
m/z 45.10 8.97%
5000 $
L L L e U L S SV B B
mz-> 0 50 100 150 200 250 300 350 400 450 2.903.00 3.103.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071916\
Data File : BG023180.D

Aca On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.20 Concentration Rank 4

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

5.20 5.35 ng 190183 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 43
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 32
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25

Abundance Scan 402 (5.199 min): BG023180.D (-397) (-) m/z 43.05 100.00%
ile]
5000
T b 2o a5 e
ol k3 137 189 205 310 350 401 456 SU | Th/z 59.10 66.96%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #256: Guanidine
59
5000{ 18 I L U L L

480 5.00 520 5.40 5.60
m/z 101.10 22.70%

-
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R T e
480 5.00 520 5.40 5.60
5000 m/z 58.05 13.69%
101
15
69
O T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12814: Dimethadione
43 480 5.00 520 5.40 5.60
m/z 41.10 8.32%
5000
129
15j ZO
Ot e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071916\
Data File : BG023180.D

Aca On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.68 Concentration Rank 2

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

7.68 102.13 ng 3629310 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 824 (7.678 min): BG023180.D (-813) (-) m/z 132.00 100.00%
132
68
5000
40 T 740 7.60 7.80 8.00
0 bbb 152174 201220 273 341 380406 | n/z 68.10 59.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A T
7.40 7.60 7.80 8.00
5 10 ‘ m/z 66.10 38.96%
0 Jmﬁbi“”\"“'l""l"" U UL UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
9 740 7.60 7.80 8.00
5000 m/z 134.00 34.98%
31
S s L L WL WL UL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R R
132 7.40 7.60 7.80 8.00
m/z 69.05 26.22%
5000
67
91
45 ‘ J
0.."‘,‘”“.“.“..‘,“‘.”..L.l....l.... R A
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071916\
Data File : BG023180.D

Acq On 19 Jul 2016 17:33

Operator : UM/SJ

Sample : PB92266BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : 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]
unknown3 .01 3.01 166.5 ng 5917840 1 8.15 710708 20.0
unknown5.20 5.20 5.3 ng 190183 1 8.15 710708 20.0
unknown? .68 7.68 102.1 ng 3629310 1 8.15 710708 20.0
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