LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019931.D

Aca On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial : 22 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-BG120215.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 2.990 21 26 41 rBY 1892780 2488526 100.00% 16.335%
2 5.187 394 400 409 rVB 85696 128925 5.18% 0.846%
3 5.657 473 480 489 rBV 428035 670355 26.94% 4 .400%
4 7.261 745 753 763 rBV 461607 763078 30.66% 5.009%
5 7.643 808 818 829 rBV 438158 732126 29.42% 4 .806%

8.113 890 898 905 rBvV 170907 287310 11.55% 1.886%
8.442 946 954 963 rVB 312914 539175 21.67% 3.539%
9.283 1088 1097 1105 rVB 273213 475298 19.10% 3.120%
10.934 1371 1378 1387 rVB 249862 444916 17.88% 2.921%
13.372 1785 1793 1800 rVB 817102 1249528 50.21% 8.202%

=
QO ~NO®

11 14.747 2019 2027 2037 rVB2 446014 726237 29.18% 4.767%
12 16.227 2272 2279 2292 rBV 696730 1049213 42.16% 6.887%
13 17.485 2485 2493 2504 rBV 651527 962313 38.67% 6.317%
14 20.088 2930 2936 2942 rBV 1756198 2261604 90.88% 14.846%
15 21.762 3213 3221 3230 rVB 742398 1273196 51.16% 8.358%

16 25.046 3768 3780 3791 rBV2 419062 1182166 47.50% 7.760%

Sum of corrected areas: 15233966
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG120415\
Data File : BG019931.D

Aca On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG019931.D
2|99
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Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG019931.D
20.09
1500000
1000000
13.37 623 21.76
’ 17.48

500000 14.75
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: BG019931.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\BG120415\
Data File : BG019931.D

Aca On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.99 173.23 ng 2488530 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoaquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 26 (2.990 min): BG019931.D (-21) (-) m/z 73.00 100.00%
3.0
43.0 E
5000
89.0
9 55.0 2.90 3.00 3.10 3.20 3.30 3.40
o A 1 Y OV v O m/z 43.00 55.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
310 89.0 m/z 89.00 34.61%
0 [ ‘ ‘\‘ [ 5?0 !
L LN UL S UL FURLEL L SR FURL AL S L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
32.0
58.0 89.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 18.0 m/z 41.00 10.59%
72.0
e S S L S L S SIS LB
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl-
43.0 2.90 3.00 3.10 3.20 3.30 3.40
330 m/z 45.00 9.06%
5000
59.0 74.0
0"|""|"”M'"Ji'“"P'W“H""l'”'l""l'"w
m/z--> 10 20 30 40 50 60 70 80 90 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\BG120415\
Data File : BG019931.D

Aca On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.19 8.97 ng 128925 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 400 (5.187 min): BG019931.D (-394) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARAENARANSAREE RARRE A
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o) SEESEEEESESESEEADY ¥ UCHIESSUOY § PREREScs the MMMMES FSS m/z 59.00 65.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL A ARLE LIS
59.0 480 500 5.20 540 560
m/z 101.00 21.75%
31.0 83.0 101.0
O T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 57.95 14.83%
101.0
150 310 %80 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4-methyl-
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.20%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019931.D

Aca On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.64 Concentration Rank 2

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

7.64 50.96 ng 732126 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 817 (7.637 min): BG019931.D (-808) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 510 \ L o Tk 750 750 880
Obrr e pree bbbt ol 820 L L m/z 68.00 51.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U IR UL L
7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.06%
310 440
0 L , 86.0 116.0
s 1 % 3 % o b 7o 8 9 100 116 120 130 140
Abundance
132.0
740 760 7.80 8.00
5000 m/z 134.00 31.75%

150 280 39.0 520 830 770 900 1040 ..
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13677: 3-Chloro-6-fluoro-pyrazine R Bamas m

132.0 7.40 7.60 7.80 8.00
0
69.0 m/z 69.00 20.65%

104.0
5000
31.0 51.0
0 1 H 1 1

e e e e e e e e R L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120415\
Data File : BG019931.D

Acq On : 5 Dec 2015 8:01

Operator : UM/NP

Sample : PB87054BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Propane, 2,2-dime... 2.99 173.2 ng 2488530 1 8.11 287310 20.0
2-Pentanone, 4-hy... 5.19 9.0 ng 128925 1 8.11 287310 20.0
unknown? .64 7.64 51.0 ng 732126 1 8.11 287310 20.0
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