LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081697.D

Acq On : 18 Sep 2015 14:57

Operator : UM/1Z

Sample : G3704-02

Misc :

ALS Vial : 6 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_F\METHODS\8270-BF090115.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

1.224 9 12 15 rvv 2846890 2984712 100.00% 17.505%
1.293 17 18 29 rvVB3 17948 38937 1.30% 0.228%
rBv 53826 135091 4_.53% 0.792%
1.533 37 39 81 rvB 713053 2722634 91.22% 15.968%
4.424 289 292 307 rBV 79072 189571 6.35% 1.112%

abrwNPE
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D
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=
N
©
w
=
w
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5.304 367 369 391 rBB 239341 546180 18.30% 3.203%
7.579 566 568 573 rBvV 140590 302654 10.14% 1.775%
7.682 573 577 588 rVB 689275 1217124 40.78% 7.138%
8.162 616 619 626 rVB 167749 275104 9.22% 1.613%
8.493 644 648 651 rBvV 687787 1142197 38.27% 6.699%

=
QO ~NO®

11 9.465 729 733 736 rBV 502664 1024977 34.34% 6.011%
12 11.065 869 873 882 rBvV 208989 348469 11.68% 2.044%
13 13.705 1099 1104 1107 rBV 901008 1820390 60.99% 10.676%
14 15.191 1230 1234 1240 rBB2 222094 374161 12.54% 2.194%
15 17.100 1396 1401 1411 rBB 605102 1085447 36.37% 6.366%

16 18.700 1537 1541 1546 rBV 217628 400061 13.40% 2.346%
17 22.072 1832 1836 1839 rBV 1324808 1849559 61.97% 10.847%

18 23.340 1945 1947 1950 rVB 275375 356781 11.95% 2.092%
19 24.781 2071 2073 2076 rBV 213610 236900 7.94% 1.389%

Sum of corrected areas: 17050949
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF091815\

BF081697.D

18 Sep 2015 14:57

umsiz

G3704-02

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081697.D

Acq On : 18 Sep 2015 14:57

Operator : UM/I1Z

Sample : G3704-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

1.22 216.99 ng 2984710 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9

Abundance Scan 12 (1.224 min): BF081697.D (-9) (-) m/z 73.10 100.00%
74
5000 43.0 /
55.1
87.1
m 651 | 1.20 1.30 1.40 1.50 1.60
Olrrrrrrrprrraprrrrrrrprers T e m/z 43.05 47.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 R AR IUNLAE AR AR AR
43.0 1.20 1.30 1.40 1.50 1.60
550 87.0 m/z 55.10 35.26%
0 2ﬂ 0350 L, 67.0/ |, 80.0
miz--> 3T 15 % % % 95 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 27 .06%
43.0
0 20 150 29055 9 53.059.0 66.0 81.0 88.0
AL ) LLARY AR LAk IS RN LRI RARE) SRAL) WAL LA LAAR) Rk AL ALY AN IR KA ML A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73.0 1.20 1.30 1.40 1.50 1.60
m/z 41.05 15.97%
5000 43.0
58.0
29.0 87.0
O“N”W”W”W”W”W“WJ'“W“W“W“W“W“W“W““'““W“J“W“W” R AR IUNUAR UL RN AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081697.D

Acq On : 18 Sep 2015 14:57

Operator : UM/I1Z

Sample : G3704-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.42 13.78 ng 189571 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 292 (4.424 min): BF081697.D (-289) (-) 43.10 100.00%
43.1
59.1 f
5000
| 831 1%1 4.00 420 4.40 4.60 4.80
o) SR SO | RS G MM MM m/z 59.10 53.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 b0 2% 4 4k 4b
0,
150 a0 1010 m/z 101.10 13.48%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
400 420 440 460 480
5000 41.0 m/z 58.10 13.14%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59.0 400 420 440 4.60 4.80
m/z 41.10 9.33%
5000
410 101.0
0 15.0 30 Jijs00,, | 690 830
m/z--> 10 20 30 4'0 50 60 7'0 8|0 90 100 110 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081697.D

Acq On : 18 Sep 2015 14:57

Operator : UM/I1Z

Sample : G3704-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 6 unknown7.68 Concentration Rank 3

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

7.68 88.48 ng 1217120 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 577 (7.682 min): BF081697.D (-573) (-) m/z 132.10 100.00%
132.1
5000 68.1 A
00 sy || TR 7k 7ho o
Ol e bl 1 880 L Ml Tm/z 68.10  46.82%
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 I UL L L
7.40 7.60 7.80 8.00
70.0 m/z 66.05 32.79%
310 440
0 ‘ | Ly Ly ! 86 0 ! 116.0 !
mz> 10 % % 40 30 60 70 80 % 100 10 130 130 140
Abundance
132.0
9.0 1000 7w ko 780 8bo
5000 ' m/z 134.10 32.36%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R RE A R
130.0 7.40 7.60 7.80 8.00
m/z 69.10 18.79%
5000
150 280 39.0 520 30 770 900 1040 .,
UL LRI NI UL IR NI IR NS LN SRS BRSNS SRR B R UL UL L UL

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_F\DATA\BF091815\
Data File : BF081697.D

Acq On : 18 Sep 2015 14:57

Operator : UM/1Z

Sample : G3704-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.22 217.0 ng 2984710 1 8.16 275104 20.0
2-Pentanone, 4-hy... 4.42 13.8 ng 189571 1 8.16 275104 20.0
unknown? .68 7.68 88.5 ng 1217120 1 8.16 275104 20.0

8270-BF090115.M Mon Sep 21 08:37:26 2015 Page: 6



