LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\

Data File : BF076876.D

Aca On : 15 Jan 2015 10:28 Instrument :

Operator - 1Z /7 TP E?Afs el
- _ lentosampleld :

3?22'6 : 31071 01 FK-GF-04-004-A

ALS Vial : 20 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-BF011415.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

1.396 25 27 31 rBv2 5602 10392 1.45% 0.150%
1.476 31 34 45 rBvV 73037 151827 21.23% 2.191%
276 rBvY 78882 173318 24.24% 2.501%
5.087 347 350 362 rBV 325235 579689 81.06% 8.365%
7.408 550 553 559 rBvV 358642 575920 80.54% 8.311%
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7.510 559 562 568 rvB 396893 632378 88.43% 9.125%
8.025 603 607 612 rBvV 111278 181713 25.41% 2.622%
638 rBvY 291042 467381 65.36% 6.744%
9.316 716 720 725 rBV 229421 357541 50.00% 5.159%
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1 10.928 857 861 864 rBV 156754 242658 33.93% 3.502%
11 13.580 1090 1093 1096 rBV 471867 698895 97.73% 10.085%
12 14.643 1183 1186 1189 rBV 34583 48367 6.76% 0.698%
13 15.065 1219 1223 1226 rBV 166176 265366 37.11% 3.829%
14 16.666 1360 1363 1365 rBV 18349 21910 3.06% 0.316%

15 16.723 1365 1368 1371 rBV 306259 403910 56.48% 5.828%

16 17.809 1461 1463 1465 rBV 217461 274729 38.42% 3.964%

17 17.843 1465 1466 1469 rVB 15635 18948 2.65% 0.273%
18 19.489 1607 1610 1612 rBV 35263 41346 5.78% 0.597%
19 19.763 1632 1634 1637 rVB 28280 38012 5.32% 0.549%

20 20.037 1655 1658 1660 rBV 584020 715095 100.00% 10.319%

21 21.306 1766 1769 1771 rBV 258837 353855 49.48% 5.106%

22 22.026 1825 1832 1833 rBV5 9007 29833 4_.17% 0.430%
23 22.072 1833 1836 1837 rVVv2 16512 33735 4.72% 0.487%
24 22.106 1837 1839 1848 rVB4 15302 50415 7.05% 0.727%
25 22.540 1874 1877 1883 rVV 16946 34194 4.78% 0.493%
26 22.803 1898 1900 1901 rBVZ2 7845 11119 1.55% 0.160%
27 22.838 1901 1903 1905 rVvVv 9309 11962 1.67% 0.173%
28 22.895 1905 1908 1910 rVB 12478 17975 2.51% 0.259%
29 22.952 1910 1913 1916 rBV 230011 272342 38.08% 3.930%
30 23.169 1928 1932 1935 rBv4 4159 11035 1.54% 0.159%
31 23.283 1939 1942 1946 rVV5 2372 7173 1.00% 0.104%
32 23.523 1960 1963 1964 rBV2 12322 16339 2.28% 0.236%
33 23.603 1968 1970 1972 rVB3 4298 8117 1.14% 0.117%
34 23.878 1989 1994 1995 rBvV4 6237 18432 2.58% 0.266%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076876.D

Aca On : 15 Jan 2015 10:28

Operator - 1Z / TP

Sample : G1071-01

Misc S

ALS Vial : 20 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-BF011415.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.061 2008 2010 2018 rVB2 9367 21469 3.00% 0.310%
36 24.301 2029 2031 2033 rBV3 3991 7862 1.10% 0.113%
37 24.358 2034 2036 2040 rVB2 6133 9816 1.37% 0.142%
38 24.529 2048 2051 2055 rBV5 6585 20365 2.85% 0.294%
39 24.724 2065 2068 2076 rBV7 14185 42316 5.92% 0.611%
40 24.872 2077 2081 2084 rBV6 3915 9373 1.31% 0.135%
41 25.055 2093 2097 2102 rBV4 6896 18009 2.52% 0.260%
42 25.306 2114 2119 2124 rVB7 4760 15898 2.22% 0.229%
43 26.415 2214 2216 2219 rBV4 3226 8928 1.25% 0.129%

Sum of corrected areas: 6929957
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076876.D

Aca On : 15 Jan 2015 10:28

Operator =: 1Z / TP

Sample : G1071-01

Misc S

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF076876.D
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20.04

500000

400000

300000
21.31

22.95

200000

100000
19.499 76

R T s = L L A e e e

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076876.D

Aca On : 15 Jan 2015 10:28

Operator =: 1Z / TP

Sample : G1071-01

Misc S

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.16 19.08 ng 173318 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 33
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 28

Abundance Scan 269 (4.161 min): BFO76876.D (-267) (-) m/z 43.00 100.00%
43
59
5000
T B0 a0 4% am
83 : : - :
Ol i Tm/z 59.10  75.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 380 400 4.20 440
m/z 101.10 22 .25%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
380 4.00 4.20 440
5000 18 m/z 58.10 18.74%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R R
50 3.80 4.00 4.20 4.40
m/z 41.10 10.62%
5000 41
31
| LT
O |'}§'|' 'Jll" 'Jilt' '|??H"i"' AR '|"'9?|"" N URRADE RSN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076876.D

Aca On : 15 Jan 2015 10:28

Operator =: 1Z / TP

Sample : G1071-01

Misc S

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 3 unknown7.51 Concentration Rank 1

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

7.51 69.60 ng 632378 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 562 (7.510 min): BF076876.D (-559) (-) m/z 132.00 100.00%
132
5000 68
96 IIIIIIIIIIIIIIIIIIII
40 54 g2 | 75 104 7.20 7.40 7.60 7.80
0..”,”.:M.fﬁ:L.,HvL.Jm,”g?“.!wuh.,”.w..”,'”.“. m/z 68.10 39.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R UL I UL L
7.20 7.40 7.60 7.80
31 70 m/z 134.00 31.38%
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.10 27 .32%
78
31 g5 ,, 51
e N RS RS S AR AR RS WALS LSS RARRN SERRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13679: 5-Fluoro-2-chloropyrimidine e R R
132 7.20 7.40 7.60 7.80
m/z 69.10 16.47%
5000
33 am o g7 105
o | s 80 T8 oes | s ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076876.D

Aca On : 15 Jan 2015 10:28

Operator =: 1Z / TP

Sample : G1071-01

Misc S

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 7 unknown24.72 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .72 3.11 ng 42316 Perylene-di12 22.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.4.5.6.7.8-octahvd... 204 C15H24 003691-12-1 46
2 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 46
3 2-(3-MethoxvphenvIl)cvclohexanone 204 C13H1602 015547-89-4 38
4 Dihvdrofuranno(3.2-HYhomochromanone 204 C12H1203 057052-85-4 35
5 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 35
Abundance Scan 2068 (24.724 min): BF076876.D (-2065) (-) m/z 135.05 100.00%
1 147 204
55 79 91 105 121 189
41
5000 6
159 ;.o
h || ‘ | ‘ ‘ 24.40 24.60 24.80 25.00
o} e e e e e e b m/z 204.20 97.51%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #58868: Azulene, l,2,3,4,5%7,8—octahydro—l,4—dimethy|—7—...
105
93 147
79
5000 AUV RS UAREE
55 67 189 204 24.40 24.60 24.80 25.00
29 m/z 147 .00 79.63%
0‘
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
135 204
161 189 24.40 24.60 24.80 25.00
5000 a1 69 91 105 148 m/z 79.10 68.04%
- 119
27 o 175
e S S S UL L S B LA L W
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #58468: 2-(3-Methoxyphenyl)cyclohexanone
204 24.40 24.60 24.80 25.00
m/z 189.10 67 .50%
5000 o1 135147 140
121
39 103 176
27 51 ‘
0 ..1.5|.‘ﬁ‘..‘lhu‘.“.“.l‘l“..lh‘luu“ll|“l“l‘.‘l“‘|‘.l‘”l‘l| “..l‘...‘llul?.gul ‘... e
m/z--> 200 40 60 80 100 120 140 160 180 200 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011515\
Data File : BF076876.D

Acq On : 15 Jan 2015 10:28

Operator - 1Z / TP

Sample - G1071-01

Misc S

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.16 19.1 ng 173318 1 8.02 181713 20.0
unknown7 .51 7.51 69.6 ng 632378 1 8.02 181713 20.0
unknown24 .72 24.72 3.1 ng 42316 6 22.95 272342 20.0
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