LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\

Data File : BFO77779.D

Aca On 17 Mar 2015 18:48 Instrument :
Operator : TP/1Z BNA_F

Sample - G1544-12 ClientSampleld :
Misc - [TW-12-DEP

ALS Vial : 13 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-BF031115.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 1.447 45 49 51 rvB 224426 372996 26.27% 3.493%
2 1.607 60 63 66 rvv 500671 570924 40.22% 5.346%
3 1.675 66 69 77 rVW 53187 109714 7.73% 1.027%
4 1.790 77 79 102 rVvB 491114 871484 61.39% 8.161%
5 4.098 278 281 288 rVB 17908 28046 1.98% 0.263%

4.910 351 352 365 rVB 188906 295259 20.80% 2.765%
5.447 396 399 401 rBV 314894 376812 26.54% 3.529%
5.950 440 443 446 rVB 26298 25202 1.78% 0.236%
6.727 509 511 513 rBV 218784 240497 16.94% 2.252%
6.864 521 523 526 rBV 631961 676269 47 .64% 6.333%

=
QO ~NO®

11 7.162 547 549 551 rBV 244604 241619 17.02% 2.263%
12 7.344 563 565 568 rBvV 980178 869815 61.27% 8.145%
13 7.847 607 609 612 rBvV 515559 617906 43.53% 5.786%
14 8.739 684 687 689 rBvV 297439 316337 22.28% 2.962%

15 9.447 747 749 751 rBV 20886 19044 1.34% 0.178%
16 10.076 802 804 807 rBV 1010608 1355558 95.49% 12.694%
17 10.590 847 849 851 rBvV 25117 20777 1.46% 0.195%
18 10.910 874 877 879 rVB 255138 356766 25.13% 3.341%
19 11.436 921 923 927 rVB 17795 24244 1.71% 0.227%
20 11.802 953 955 958 rBV 60601 78536 5.53% 0.735%

21 11.882 960 962 965 rBV 598179 565863 39.86% 5.299%
22 12.739 1035 1037 1040 rBV 336516 381846 26.90% 3.576%
23 14.739 1209 1212 1215 rBV 1467379 1419601 100.00% 13.294%
24 16.020 1322 1324 1327 rBV 395202 425057 29.94% 3.980%
25 17.734 1471 1474 1477 rBV 358233 418606 29.49% 3.920%

Sum of corrected areas: 10678778
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
1400000

1200000
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5.95

7.34

7.16

0
Time-->

1.00 1.50 2.00 2.50 3.00 3.50

T
4.00 4.50

A
LIRS L S B R N B B B N LI B L BN L L B B

5.00 5.50 6.00 6.50 7.00 7.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

10.08

7.85

8.74

TIC: BFO77779.D
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Time-->
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.61 47.26 ng 570924 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 63 (1.607 min): BFO77779.D (-60) (-) m/z 73.10 100.00%
7B
5000 43
55 87 SR ( G
1.20 1.40 1.60 1.80 2.00
0 ..,....,...3??,'.'.'..5,0..|..,..‘??,'.:..,....,....,...., m/z 43.05 36.69%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 95 1.20 1.40 1.60 1.80 2.00
- 87 m/z 55.10 25.80%
. 132 38| 50 | 6267 101
miz--> 20 30 40 50 60 70 8 9 100
Abundance
73
120 140 1.60 180 2.00
5000 43 m/z 87.10 25.10%
58
S SO S L S S SIS S SR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R o e .
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.10 12.28%
5000
45
29
o N 39‘» 50 % 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Pentene, 4,4-dimethyl-, (Z)- Concentration Rank 9

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

4.10 2.32 ng 28046 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 90
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 90

Abundance Scan 281 (4.098 min): BFO77779.D (-278) (-) m/z 83.10 100.00%
8B
55
5000 43 98
380 4.00 420 440
o S N N N [N — m/z 55.10 77.61%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3335: 2-Pentene, 4,4-dimethyl-, (2)-
55 83
41
5000 IR LR LS IR
- 98 3.80 4.00 4.20 4.40
m/z 98.10 38.30%
15 69
0 1 ‘ ‘\‘ 33 \\\‘ 49\‘ ‘\ 63\“ 77 | 91
IR S SULIUN IO IURILLS U SUL L IR SULLIL SO SULL SR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
55
83 IR LN LS R
3.80 4.00 4.20 4.40
5000 41 m/z 43.10 37.06%
27 98
15 63 0 77
e LS IR AL AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 ]
Abundance #3109: 3-Hexen-2-one e .A, -t ,,\. R
83 3.80 4.00 4.20 4.40
55 m/z 39.10 27.26%
5000 43
98
29
. 23| 37| 49| 6369 77 | o1 |
miz--> 0 10 20 30 40 50 60 70 8 90 100 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 6 Propane, 2-methyl-2-(1-meth... Concentration Rank 6

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

4.91 24 .44 ng 295259 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 37
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 352 (4.910 min): BFO77779.D (-351) (-) m/z 43.10 100.00%
a3
59
5000
101 4.60 4.80 5.00 5.20
83 : : : :
o..,....,....,...37.','.':..,??4!,....,....,.~...,...=,|....,. m/z 59.10 53.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 IR N R L LA
a1 4.60 4.80 5.00 5.20
101 m/z 58.10 16.52%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 59 m/z 101.10 16.50%
o 25 3L 37 83 o3 101
L UL SUR BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- Em e m
59 4.60 4.80 5.00 5.20
m/z 41.10 9.06%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“"w"'w"'w IR RN U LS LA
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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-methoxy-4-me... Concentration Rank 10

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

5.95 2.09 ng 25202 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 7
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 7
4 Acetamide. N-butvl- 115 C6H13NO 001119-49-9 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 443 (5.950 min): BFO77779.D (-440) (-) m/z 73.10 100.00%
43 3
5000
|oss 5 100 560 580 600 620
O R B B L e R a man m/z 43.10 95.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 A L L UL L I
5.60 5.80 6.00 6.20
m/z 115.10 13.83%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
560 580 600 620
5000 58 m/z 41.10 12.15%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- B e R
43 5.60 5.80 6.00 6.20
100 m/z 55.00 7.56%
5000
115
o 29 37 || 515861 B798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.86 Concentration Rank 3

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

6.86 55.98 ng 676269 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 523 (6.864 min): BF077779.D (-521) (-) m/z 132.00 100.00%
132
5000 68
0 96 PSRN SR SRS B
54 28 | 106 6.60 6.80 7.00 7.20
0 B e I m/z 68.10 43.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR L L
6.60 6.80 7.00 7.20
31 51 m/z 134.00 31.40%
0"'l"kmllw'l'l*j?"'w'”"l""l”"l""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 660 6.80 7.00 7.20
5000 og 116 m/z 66.10 28.03%
158 189
e L S L L WL B WL L SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- s
132 6.60 6.80 7.00 7.20
117 m/z 69.10 17.57%
5000
39 51 65 77 t
. }?I ar Al ,....,....,1??..,. p“l — SN | W 5 S ——
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031715\
Data File : BFO77779.D

Aca On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : 6G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 10 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.40 ng 78536 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 53
3 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 53
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 53
5 Benzoyl bromide 184 C7H5BrO 000618-32-6 53
Abundance Scan 955 (11.802 min): Ié’;FO77779.D (-953) (-) m/z 105.00 100.00%
105
77
5000 182
ot LN B SR SO B
152 11.40 11.60 11.80 12.00 12.20
o...,....3,9..'|..,6.3..' ,....,.'...,....,..:.,....,L m/z 77.00 63.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44105: Benzophenone
105
77
5000 SRR B SRR LN R
182 11/40 11.60 11.80 12.00 12.20
51 m/z 182.10 36.23%
o, 1827 39 | 63 | 8 | 115126 152 185 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 o m/z 51.10 26.18%
51
27
o 39 63 91 15 133 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40870: Benzeneacetic acid, .alpha.-oxo-, ethyl ester T R L
105 11.40 11.60 11.80 12.00 12.20
m/z 106.00 8.08%
5000 77
51
29
0 ‘ ) ‘ \‘ 63 | 91 L 122 135 150 164 178
m/z--> 20 40 60 80 100 120 140 160 180 11140 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031715\
Data File : BFO77779.D

Acq On : 17 Mar 2015 18:48

Operator : TP/1Z

Sample : G1544-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.61 47.3 ng 570924 1 7.16 241619 20.0
2-Pentene, 4,4-di... 4.10 2.3 ng 28046 1 7.16 241619 20.0
Propane, 2-methyl. .. 4 .91 24 .4 ng 295259 1 7.16 241619 20.0
2-Pentanone, 4-me. .. 5.95 2.1 ng 25202 1 7.16 241619 20.0
unknown6 .86 6.86 56.0 ng 676269 1 7.16 241619 20.0
Benzophenone 11.80 4.4 ng 78536 3 10.91 356766 20.0
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