LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-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 height area % max. total
1 3.000 22 27 39 rvB 238471 290460 18.45%  4.240%
2 5.133 384 390 401 rBvV 153651 229082 14.55% 3.344%
3 5.603 464 470 482 rVB 259651 412793 26.22% 6.026%
4 7.195 733 741 750 rBvY 280857 463119 29.42% 6.761%
5 7.565 796 804 812 rBVY 257597 435787 27.68% 6.362%

8.029 876 883 891 rBV 52876 85692 5.44% 1.251%
8.352 932 938 947 rBV 187239 321055 20.40% 4.687%
9.187 1072 1080 1090 rBV 166518 296544 18.84% 4_.329%
10.838 1354 1361 1369 rVB 71455 128071 8.14% 1.870%
13.282 1771 1777 1787 rVB 470386 721664 45.84% 10.535%

=
QO ~NO®

11 14.663 2005 2012 2020 rBV2 126551 200828 12.76% 2.932%
12 16.143 2257 2264 2281 rBV 417815 638252 40.55% 9.317%
13 17.407 2471 2479 2485 rBV 201151 293019 18.61% 4.278%
14 20.021 2918 2924 2932 rVB 1213867 1574139 100.00% 22.980%
15 21.678 3199 3206 3215 rBV 244463 393202 24.98% 5.740%

16 24.904 3743 3755 3767 rBv3 128993 366422 23.28% 5.349%

Sum of corrected areas: 6850129
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 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

Abundance TIC: BG019119.D
1200000

1000000
800000
600000

400000

3.00 5.60 7.20 757

200000 5.13 8.35 9.19
8.03 10.84

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG019119.D
1200000 20,02

1000000

800000

600000

13.28
16.14
400000

17.41 21,68
200000 14.66

O e L B o o T L o o LA B e

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: BG019119.D
1200000

1000000

800000

600000

400000

200000 24.90

R A R R T R R R

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\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 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

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 3

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

3.00 67.79 ng 290460 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 42
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 27 (3.000 min): BG019119.D (-22) (-) m/z 73.10 100.00%
7B
43
5000
89
37 55 2.90 3.00 3.10 3.20 3.30 3.40
S/ SN SN NN m/z 43.10 64.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000
15 29 2.90 3.00 3.10 3.20 3.30 3.40
89 m/z 89.10 33.73%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> 0 fo 20 30 40 50 60 70 8 90 100 110
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.10 11.93%
58
44
15 38 51
G R R RS UL RS AN R RN IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2183: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40
32 m/z 45.10 10.23%
58 89
5000 18
‘ 72
0"w'“'w'hl“'w'“'|J'w'““w'“lh'w'“'w'“l“'w'
m/z--> 0 10 40 50 60 70 80 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\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 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

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 53.47 ng 229082 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
5 3-Octanol 130 C8H180 000589-98-0 33

Abundance Scan 390 (5.133 min): BG019119.D (-384) (-) m/z 43.10 100.00%
a3
59
5000
. s o 101 480 500 520 540
R e o o L e A e m/z 59.10 56 .92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LI UL UL I
59 480 500 520 540
m/z 58.10 16.00%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 _.81%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester R e EEEmm
43 480 5.00 520 5.40
m/z 41.10 8.11%
5000 57
29
101
0 (|, 37|| 50 ‘ 78 \
LR UL SR SR SRR UL IULRLIL IR SO S S B IR S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 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

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 1

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

7.57 101.71 ng 435787 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 805 (7.571 min): BG019119.D (-796) (-) m/z 132.10 100.00%
32
5000 68
96 R ILRIULE AL R IR
40 4254 g ‘ | B gy | 104 7.20 7.40 7.60 7.80 8.00
O et b e S bt e et | M/Z 68.10  44.92%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AT
7.20 7.40 7.60 7.80 8.00
33 44 o g7 105 m/z 66.10 33.01%
0""|j"'w"'?%"éﬁ"'l"7fl'?ﬁ|"'kl'J”' }}ﬁl""l"“l"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 134.00 32.61%
70
31
. 4 51 60 7T gs 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.67%
5000
69
39 i ‘ 89 g7103 ‘
0""|"'jﬂw'””ﬂ”jJ'F??"|'”'ll"'Jl"”'ljﬂ"l}}?'|""| T UL I UL R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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\BG101015\
Data File : BG019119.D

Acq On : 10 Oct 2015 16:11

Operator : UM/NP

Sample - PB86050BL

Misc :

ALS Vial : 7 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 67.8 ng 290460 1 8.04 85692 20.0
2-Pentanone, 4-hy... 5.13 53.5 ng 229082 1 8.04 85692 20.0
unknown? .57 7.57 101.7 ng 435787 1 8.04 85692 20.0
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