LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091815\

Data File : BF081705.D

Acq On : 18 Sep 2015 19:55 Instrument :
Operator : UM/I1Z BNA_F

Sample - 63704-10 ClientSampleld :
Misc : MW-11-9-15-15
ALS Vial : 14 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

1.235 10 13 16 rBV 2696613 4005226 100.00% 22.765%
1.441 30 31 37 rBvV 27316 69693 1.74% 0.396%
rvB 277787 982449 24 _.53% 5.584%
4.436 290 293 310 rBV 87413 221681 5.53% 1.260%
5.316 367 370 391 rBV 321892 671784 16.77% 3.818%
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7.579 566 568 573 rBvV 180454 367869 9.18% 2.091%
7.682 573 577 588 rVB 827293 1447844 36.15% 8.229%
8.162 616 619 626 rVB 178539 288903 7.21% 1.642%
8.493 644 648 651 rBvY 815031 1362242 34.01% 7.743%
9.465 729 733 736 rBV 548561 1210935 30.23% 6.883%

=
QO ~NO®

11 11.065 869 873 886 rBB 206634 358589 8.95% 2.038%
12 13.705 1099 1104 1107 rBV 1030318 2116585 52.85% 12.030%
13 15.191 1230 1234 1240 rBB 219344 386836 9.66% 2.199%
14 17.100 1396 1401 1404 rBV 692667 1254698 31.33% 7.131%
15 18.689 1537 1540 1550 rBV 211728 415344 10.37% 2.361%

16 22.072 1832 1836 1839 rBV 1425322 1838729 45.91% 10.451%
17 23.340 1945 1947 1950 rVB 287609 349890 8.74% 1.989%
18 24.781 2071 2073 2078 rBV 221679 244863 6.11% 1.392%

Sum of corrected areas: 17594160
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081705.D

Acq On : 18 Sep 2015 19:55

Operator : UM/I1Z

Sample : G3704-10 i o
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081705.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081705.D

Acq On : 18 Sep 2015 19:55

Operator : UM/I1Z

Sample : G3704-10 i o
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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.

1.24 277.27 ng 4005230 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 12
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 13 (1.235 min): BF081705.D (-10) (-) m/z 73.10 100.00%
731
43.0 \
5000 55 1
87.1
| | | 651 | 1.20 1.30 1.40 1.50 1.60
O e m/z 43.05 50.19%
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
43.0 1.20 1.30 1.40 1.50 1.60
550 87.0 m/z 55.10 36.77%
0 %g\ 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 26 .53%
43.0
0 2.0 15.0 29035 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 16.60%
5000 43.0
58.0
29.0 87.0
Obrrrrreprrrrrrrrr T e
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 : BF081705.D

Acq On : 18 Sep 2015 19:55

Operator : UM/I1Z

Sample : G3704-10 i o
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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 Manganese(ll) acetate Concentration Rank 6

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

1.44 4.82 ng 69693 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Manganese(l1l) acetate 173 C4H6MN0O4 006156-78-1 56
2 Acetone 58 C3H60 000067-64-1 56
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 4
4 Hexane, 4-ethyl-2,2-dimethyl- 142 C10H22 052896-99-8 4
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 31 (1.441 min): BF081705.D (-30) (-) m/z 43.10 100.00%
43.1
5000
58.1 A
120 1.40 1.60 1.80
37.1 51.0 85.9
O“M“W“W“W“W“W“W“W“NJM‘W“W“WLW“W“W“W“W“W“W“l m/z 58.10 23.43%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #38254: Manganese(ll) acetate
43.0
5000 AL AL IS N
120 1.40 1.60 1.80
15.0 58.0 m/z 42.00 7.48%
0 28.0 70 67.0 77.083.0
miz--> 88 10 15 2 35 30 35 4 45 50 55 80 65 70 75 80 55 %0 |
Abundance
43.0
\'I"”I""I""P"
120 1.40 1.60 1.80
5000 m/z 39.10 4._76%
15.0
58.0
. 20 27.0
SRRy LA L) ) Kk ) AN ALY ML) Kk AR LA A LA A ) Kkt B A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1721: Oxirane, trimethyl- e
43.0 58.0 120 1.40 1.60 1.80
m/z 41.10 2_.75%
5000 270
370/, ‘ 71.0 86.0
Otrrrrrrprrr T T T T e L AL IS N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081705.D

Acq On : 18 Sep 2015 19:55

Operator : UM/I1Z

Sample : G3704-10 i o
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.44 15.35 ng 221681 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 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9
4 3-Heptanol 116 C7H160 000589-82-2 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 293 (4.436 min): BF081705.D (-290) (-) m/z 43.10 100.00%

43.1
50.1
5000
101.1

83.1 4.20 4.40 4.60 4.80

0...,....,....,....,'....,...'!,....,....,....,....,l....,....,.... - m/z 59.10 55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI I L L L L L L L LB
59.0 420 440 4.60 4.80
m/z 101.10 14 .99%
270 gso 1010
Ol P P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
R R
420 4.40 4.60 4.80
5000 m/z 58.10 13.53%
58.0
o 15.0 29.0 72.0 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methy!- e B Aasmus

59.0 420 440 460 4.80
m/z 41.10 9.48%

5000
43.0
0 | . 830 g0 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081705.D

Acq On : 18 Sep 2015 19:55

Operator : UM/I1Z

Sample : G3704-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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 unknown7.68 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.68 100.23 ng 1447840 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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 577 (7.682 min): BF081705.D (-573) (-) m/z 132.10 100.00%

1301
5000 68.1

96.1 IIIIIIII T T 1T L T T
ﬁf 54.1 ‘| 840 | 7.40 7.60 7.80 8.00
e | I U 1] N P R N | [VMSENSSI | N m/z 68.10 47.58%
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 R B
7.40 7.60 7.80 8.00

70.0 m/z 66.05 33.20%
[ A ‘

31.0
44.0 . 86.0 116.0 ‘
Ot T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69.0

104.0 7.40 7.60 7.80 8.00

5000 ' m/z 134.10 32.10%
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 e

132.0 7.40 7.60 7.80 8.00
m/z 69.10 19.49%

5000
63.0
15.0 280 390 520 m 770 999 10401160 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BF081705.D

Acq On : 18 Sep 2015 19:55
Operator : UM/1Z

Sample : G3704-10

Misc :

ALS Vial :

Z:\HPCHEMI\BNA_F\DATA\BF091815\

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc
Butane, 2-methoxy. .. 1.24 277.3
Manganese(ll) ace... 1.44 4.8
2-Pentanone, 4-hy... 4.44 15.4
unknown7 .68 7.68 100.2

Units Response

ng 4005230
ng 69693
ng 221681
ng 1447840
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|--Internal Standard---|
Resp Conc]

|# RT

288903
288903
288903
288903

MW-11-9-15-15
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