LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vial : 5 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-BG083116.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 2.944 12 18 42 rVB 5777050 10170644 100.00% 28.582%
2 5.153 389 394 404 rVB 192305 313977 3.09% 0.882%
3 5.640 471 477 489 rBvV 1137974 1851425 18.20% 5.203%
4 7.262 746 753 766 rBV 1251260 2168859 21.32% 6.095%
5 7.626 807 815 824 rBV 1159529 2048152 20.14% 5.756%

8.090 887 894 907 rBV 207082 363354 3.57% 1.021%
8.413 941 949 960 rBV 793963 1431766 14.08% 4.024%
9.271 1085 1095 1109 rBvV 738110 1393394 13.70% 3.916%
10.921 1368 1376 1386 rBV 302024 555537 5.46% 1.561%
13.371 1786 1793 1802 rBV 2179929 3448487 33.91% 9.691%

=
QO ~NO®

11 14.757 2023 2029 2037 rBV2 520746 877312 8.63% 2.465%
12 16.255 2277 2284 2299 rBV 2027018 3170875 31.18% 8.911%
13 17.518 2492 2499 2513 rBV 725910 1123331 11.04% 3.157%
14 20.121 2936 2942 2948 rBV 3533984 4776362 46.96% 13.423%
15 21.824 3226 3232 3242 rVB 541460 979626 9.63% 2.753%

16 25.196 3796 3806 3818 rVvB2 286145 911426 8.96% 2.561%

Sum of corrected areas: 35584527
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023974.D
P94

5000000
4000000
3000000
2000000

5.64 7.26 763
1000000 8.41 9.27

5.15 8.09 }\ 10.92

o e e e -

Time--> 300 3.50 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: BG023974.D

5000000

4000000
20.12

3000000
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2000000

1000000 17.5

14.76 2182
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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: BG023974.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\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 unknown2.94 Concentration Rank 1

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

2.94 559.82 ng 10170600 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 23
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 17
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 10
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 17 (2.938 min): BG023974.D (-12) (-) m/z 73.00 100.00%
7B
43
5000
2.90 3.00 3.10 3.20 3.30
o! ek 3h 187 235 283 321 87 AR 33 "m/z 43.00 62.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
so00] 43
2.90 3.00 3.10 3.20 3.30
m/z 89.05 45 .58%
OI'”ll"”l"”l"” SEDYSREEY S EBY SE SN S SR
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
2.90 3.00 3.10 3.20 3.30
5000 m/z 41.05 12.28%
o 15 100
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #739: Acetamide, N-methyl-
a3 7 2.90 3.00 3.10 3.20 3.30
m/z 45.05 11.54%
5000
15
o+t e e e
miz-> 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\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 Propane, 2-methyl-2-(1-meth... Concentration Rank 4

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

5.15 17.28 ng 313977 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 35

Abundance Scan 394 (5.153 min): BG023974.D (-389) (-) m/z 43.05 100.00%
5000
i Th0 5ho 550 Sw0
ol 4463, | 130 199227 273301 336 A5 "m/z 59.00 66.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 IS A N UL I I

480 5.00 520 5.40
m/z 101.05  21.34%

0 H\ ‘\‘\ i ‘
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
L B R N B
480 5.00 5.20 5.40
5000 m/z 58.00 14.29%
101
O L L A o o o o LA e o o e O L
m/z--> 50 100 150 200 250 300 350 400
Abundance #31407: Propane, 1,1-dipropoxy-
59 480 5.00 5.20 5.40
m/z 41.00 9.17%
5000 101
31
} 131
AN O S
m/z--> 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 unknown7.63 Concentration Rank 2

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

7.63 112.74 ng 2048150 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 10
3 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10
5 1H-Indenol 132 C9H80 056631-57-3 10

Abundance Scan 816 (7.632 min): BG023974.D (-807) (-) m/z 132.05 100.00%
132
68
5000
P 9|6 207235 275 407 524 720 740 7.60 780 800
0 oAb A 0SS e A 22t m/z 68.05  55.59%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o AN R AR AR A
7.20 7.40 7.60 7.80 8.00
3 70 m/z 66.05 40.65%
O'JJHWh“\'”'I"”I""P"'I”"I'”'I"'W""P"'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 134.05 31.73%
67
92
L L I B I B I B WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14150: 3H-1,2-Dithiol-3-one, 5—methy|— [TT T T[T T T[T T T[T T T [TTT
132 7.20 7.40 7.60 7.80 8.00

m/z 69.05 27 .52%

5000 67

103
L
miz--> 50 100 150 200 250 300 350 400 450 500 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\BG090916\
Data File : BG023974.D

Acq On : 9 Sep 2016 15:06

Operator : UM/SJ

Sample - PB93314BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
unknown?2 .94 2.94 559.8 ng 10170600 1 8.09 363354 20.0
Propane, 2-methyl... 5.15 17.3 ng 313977 1 8.09 363354 20.0
unknown7 .63 7.63 112.7 ng 2048150 1 8.09 363354 20.0
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