LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078819.D

Aca On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : 62021-15

Misc :

ALS Vial : 15 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 F\METHODS\8270-BF042815.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 1.541 28 31 34 rVB 6317689 7354269 100.00% 19.994%
2 1.678 40 43 46 rVB 194099 339337 4.61% 0.923%
3 1.781 51 52 57 rBv 697534 981369 13.34% 2.668%
4 1.861 57 59 62 rvv 935973 1301192 17.69% 3.537%
5 1.918 62 64 98 rvVvB 3144330 5940110 80.77% 16.149%

5.153 345 347 349 rBV 98615 121964 1.66% 0.332%
5.187 349 350 357 rvB 243783 279766 3.80% 0.761%
5.679 390 393 395 rBvV 2122873 2150807 29.25% 5.847%
499 502 505 rBV 2376829 2217013 30.15% 6.027%
7.085 514 516 519 rBV 1652188 2252882 30.63% 6.125%

=
QO ~NO®
(9}
<}
N
9]

11 7.382 540 542 544 rBV 490066 428648 5.83% 1.165%
12 7.565 556 558 561 rVB 1416726 1668860 22.69% 4_537%
13 8.068 600 602 605 rBV 1294417 1245586 16.94% 3.386%
14 8.959 677 680 682 rBvV 691212 590778 8.03% 1.606%
15 10.308 795 798 800 rBV 2937910 2697210 36.68% 7.333%

16 11.142 868 871 873 rBvV 483432 621776 8.45% 1.690%
17 12.114 954 956 959 rBV 1598081 1586893 21.58% 4._.314%
18 12.982 1029 1032 1035 rBV 708956 661876 9.00% 1.799%
19 14.983 1204 1207 1210 rBV 3056489 2933021 39.88% 7.974%
20 16.274 1318 1320 1323 rBV 604086 706018 9.60% 1.919%

21 18.011 1470 1472 1477 rBV 443304 703803 9.57% 1.913%

Sum of corrected areas: 36783178
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042915\

BF078819.D

29 Apr 2015 18:00

TP/1Z

G2021-15

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BFO78819.D
54

1.92

5.68

é#@

0
Time-->

T
4.00 4.50 5.00

Abundance

6000000
5000000
4000000
3000000

2000000
8.07

|

1000000

0

TIC: BFO78819.D

10.31

12.11

8.96

!t

11.14

I

12.98

Time--> 8.00

10.50 11.00 11.50 12.00

8.50 9.00 9.50 10.00

12.50

13.00 13.50 14.00

14.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BFO78819.D

14.98

0
Time-->

15.00

17.00 17.50 18.00 18.50 19.00

15.50 16.00 16.50

19.50 20.00

20.50 21.00

8270-BF042815.

M Thu Apr 30 13:41:12 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078819.D

Aca On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : 62021-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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.

1.54 343.14 ng 7354270 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 31 (1.541 min): BF078819.D (-28) (-) m/z 73.10 100.00%
73
43
5000
89
LR ISR AL L B
55 140 1.60 1.80
oo i 80 Tm/z 43.10 52.03%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 Trrp T
140 1.60 1.80
31 89 m/z 89.10 32.71%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
140 160 180
5000 m/z 41.05 11.05%
58
44
S 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl-
43 140 1.60 1.80
33 m/z 45.10 8.45%
5000
27
59 74
0 ‘ [ L Ly | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR RIS L AL AL B
m/z--> 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078819.D

Aca On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : 62021-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.86 60.71 ng 1301190 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 59 (1.861 min): BF078819.D (-57) (-) m/z 73.05 100.00%
73
5000 43
5f 87 i A W
1.60 1.80 2.00 2.20
OB SO L el Tm/z 43.10  37.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 ISR RAERE SR R LR
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 29.35%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.60 1.80 2.00 2.20
5000 m/z 87.05 24 .23%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1968: Silane, tetramethyl- A Ramas el
7B 1.60 1.80 2.00 2.20
m/z 41.05 13.85%
5000
45
0 29 37 || 53 59 65 |, 80 88
m/z--> 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078819.D

Aca On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : 62021-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 7 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.19 13.05 ng 279766 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 350 (5.187 min): BF078819.D (-349) (-) m/z 43.10 100.00%
43
5000 59 AA\
| s 1‘|’1 . 480 5.00 520 540 560
B e e I e e e m/z 59.05 47 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R U A
59 480 5.00 520 540 5.60
m/z 58.05 17.90%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 5.00 520 540 560
5000 m/z 101.10 15.29%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: l—Propen—Z—oI, acetate LI L L L B B L L L L LA
43 480 500 520 540 5.60
m/z 41.10 7.50%
5000
58
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078819.D

Aca On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : 62021-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 8 unknown7.08 Concentration Rank 3

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

7.08 105.12 ng 2252880 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 516 (7.085 min): BF078819.D (-514) (-) m/z 132.00 100.00%
5000 68
75 % 680 7.00 7.20 7.40
103 - - - -
0 ..,....,....,...!,“.'.‘.‘? o Ol 87 L MS W m/z 68.10 50.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S AR RARRE RAREE RS
6.80 7.00 7.20 7.40
33 44 97 105 m/z 66.10 33.04%
0 5L %0 T |y
s 6 % % A B e o 8 % 10 110 135 1% 1%
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 32.19%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one R Aa e e
68 6.80 7.00 7.20 7.40
m/z 69.10 20.32%
5000
96
0 18 %7 H\ o 81
R A AR AR AR AR RARRA RARRA RARRA RLARA RRAAN LARAS LARAS RARRS RARRI BN RN L R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042915\
Data File : BF078819.D

Acq On : 29 Apr 2015 18:00

Operator : TP/1Z

Sample : G2021-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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... 1.54 343.1 ng 7354270 1 7.38 428648 20.0
Butane, 2-methoxy... 1.86 60.7 ng 1301190 1 7.38 428648 20.0
2-Pentanone, 4-hy... 5.19 13.1 ng 279766 1 7.38 428648 20.0
unknown?7 .08 7.08 105.1 ng 2252880 1 7.38 428648 20.0
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