LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076981.D

Aca On : 21 Jan 2015 3:05

Operator - 1Z / TP

Sample : 6G1101-08

Misc oW

ALS Vial : 19 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 1.155 4 6 9 rvB 97004 103788 8.03% 1.315%
2 1.441 29 31 42 rVB 70859 120394 9.31% 1.525%
3 2.790 146 149 157 rVB 26351 58704 4 .54% 0.744%
4 4.024 255 257 268 rBV 27423 66105 5.11% 0.837%
5 4.962 336 339 352 rVB 186306 359420 27.81% 4 _.552%
6 7.316 542 545 549 rBV 114985 209445 16.20% 2.653%
7 7.396 549 552 564 rVB 424061 765206 59.20% 9.692%
8 7.910 593 597 601 rBV 116596 184096 14.24% 2.332%
9 8.230 621 625 629 rBV 482443 724009 56.02% 9.170%
10 9.202 707 710 714 rBV 339499 585935 45.33% 7.422%

11 10.814 848 851 855 rBvV 164564 256019 19.81% 3.243%
12 13.477 1080 1084 1087 rBV 709354 1178204 91.16% 14.923%
13 14.540 1174 1177 1183 rVB 9288 14355 1.11% 0.182%
14 14.951 1209 1213 1216 rBV 158926 276314 21.38% 3.500%
15 16.631 1357 1360 1363 rBV 504217 643059 49.75% 8.145%

16 17.729 1454 1456 1459 rBV 249782 299156 23.15% 3.789%
17 19.969 1649 1652 1654 rBV 1129163 1292508 100.00% 16.371%

18 20.757 1718 1721 1724 rBvV2 9999 13518 1.05% 0.171%
19 21.146 1753 1755 1758 rVB 20926 21852 1.69% 0.277%
20 21.226 1758 1762 1765 rBV 271237 382175 29.57% 4.841%
21 22.735 1892 1894 1897 rBV2 7356 13028 1.01% 0.165%
22 22.872 1903 1906 1909 rBV 220360 264614 20.47% 3.352%
23 23.432 1953 1955 1957 rBV 9430 17910 1.39% 0.227%
24 23.786 1983 1986 1990 rVB4 7728 13697 1.06% 0.173%
25 23.958 1998 2001 2002 rBV2 8624 17752 1.37% 0.225%
26 24.255 2024 2027 2030 rvB4 7592 13783 1.07% 0.175%
Sum of corrected areas: 7895046
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012015\
BFO76981.D
21 Jan 2015
1z / TP

G1101-08

w
19

3:05

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000
L

TIC: BFO76981.D

8.23
7.40

4.96

7.91
169 44

2.79 4.02

0
Time-->
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150 2.00 250 3.00

I
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3.50

Abundance

1000000

800000

600000

400000

200000

0

TIC: BFO76981.D

13.48

16.63

17.73

10.81 14.95

14.54

Time--> 1l

0.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00

Abundance

1000000

800000

600000

400000

200000

TIC: BFO76981.D
19.97

21.23
22.87

20.76 21.15 22.7 23.432378.984.25

0
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\BF012015\
Data File : BF076981.D

Aca On : 21 Jan 2015 3:05

Operator =: 1Z / TP

Sample : G1101-08

Misc oW

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

2.79 6.38 ng 58704 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 149 (2.790 min): BF076981.D (-146) (-) m/z 55.10 100.00%
55 83
5000 A
43 98
| | 240 2.60 280 3.00 320
o-——p—r—-—d— e b m/z 83.10 85.78%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 UARERE SRR N
29 98 2.40 2.60 2.80 3.00 3.20
m/z 43.10 34 .86%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
a1 240 2.60 280 3.00 320
5000 m/z 98.10 33.06%
27 98
15 69
O "'I'%4"I"'??" "|§?"| "??I' "'?%" T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3109: 3-Hexen-2-one s R
83 240 2.60 2.80 3.00 3.20
55 m/z 39.10 17.05%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
m/z--> 10 20 30 40 50 60 70 8 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076981.D

Aca On : 21 Jan 2015 3:05

Operator =: 1Z / TP

Sample : G1101-08

Misc oW

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.02 7.18 ng 66105 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Guanidine 59 CH5N3 000113-00-8 43
3 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 25
4 Acetone 58 C3H60 000067-64-1 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 257 (4.024 min): BF076981.D (-255) (-) m/z 43.00 100.00%
43
59
5000
101 ISR SR SRR S
| 83 | 3.60 3.80 4.00 4.20 4.40
o o | PO | V. N E— m/z 59.10 71.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR AR
59 3.60 3.80 4.00 4.20 4.40
m/z 58.10 21.45%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
43 59
360 380 4.00 420 4.40
5000 18 m/z 101.00 19.86%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1970: Silane, ethyldimethyl- I EEaE B A
59 3.60 3.80 4.00 4.20 4.40
m/z 41.00 10.42%
5000
45 73
‘ ‘ 87
0"'w"w"“?%“??ﬂ"w"ﬁ“'“ll“'w'j“"“l'“'l' SRS AN SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076981.D

Aca On : 21 Jan 2015 3:05

Operator =: 1Z / TP

Sample : G1101-08

Misc oW

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 5 unknown7.40 Concentration Rank 1

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

7.40 83.13 ng 765206 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzimidazole. 2-heptvl- 216 C14H20N2 005851-49-0 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 552 (7.396 min): BF076981.D (-549) (-) m/z 132.00 100.00%
132
5000 68
96 REERARLERALRE SRS
40 54 081 7.00 7.20 7.40 7.60 7.80
0 m/z 68.10 41.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R UL L
7.00 7.20 7.40 7.60 7.80
31 ‘ m/z 134.00 31.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 28.39%
41 97
117
o 54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132 7.00 7.20 7.40 7.60 7.80
m/z 69.10 17.21%
5000
33 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012015\
Data File : BF076981.D

Acq On : 21 Jan 2015 3:05

Operator - 1Z / TP

Sample - G1101-08

Misc W

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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]
3-Penten-2-one, 4... 2.79 6.4 ng 58704 1 7.91 184096 20.0
2-Pentanone, 4-hy... 4.02 7.2 ng 66105 1 7.91 184096 20.0
unknown? .40 7.40 83.1 ng 765206 1 7.91 184096 20.0
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