LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

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-BF043015.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 1.461 21 24 27 rVB 155317 219092 11.07% 1.438%
2 1.621 36 38 41 rVV 461635 578787 29.24% 3.800%
3 1.678 41 43 51 rvv 54209 129450 6.54% 0.850%
4 1.793 51 53 84 rvB 969875 1969522 99.51% 12.931%
5 4.947 327 329 339 rBV 27325 43108 2.18% 0.283%
6 5.461 372 374 377 rBV 517365 578476 29.23% 3.798%
7 6.742 484 486 488 rBV 421201 377452 19.07% 2.478%
8 6.890 496 499 501 rBY 1068354 1171853 59.21% 7.694%
9 7.176 522 524 526 rBV 378032 331978 16.77% 2.180%
10 7.359 538 540 543 rBY 1065108 1072387 54.18% 7.041%

11 7.873 582 585 587 rBV 836685 890578 45.00% 5.847%
12 8.753 659 662 664 rBvY 496951 450147 22.74% 2.955%

13 9.508 726 728 730 rBV 27724 32311 1.63% 0.212%
14 10.102 777 780 782 rBV 2100493 1882343 95.11% 12.359%
15 10.605 822 824 827 rBV 34873 33937 1.71% 0.223%

16 10.925 850 852 855 rBvV 562586 515196 26.03% 3.383%
17 11.908 935 938 940 rBV 1040417 1205128 60.89% 7.912%

18 12.651 1001 1003 1005 rvB2 19081 28658 1.45% 0.188%
19 12.765 1011 1013 1016 rBV 563156 530210 26.79% 3.481%
20 13.131 1042 1045 1048 rBV 25564 53531 2.70% 0.351%

21 14.148 1132 1134 1142 rBV 44673 106815 5.40% 0.701%
22 14.765 1185 1188 1190 rBV 1877363 1979187 100.00% 12.994%
23 15.977 1292 1294 1300 rBV3 16296 40012 2.02% 0.263%
24 16.080 1300 1303 1305 rBV 421039 517621 26.15% 3.398%
25 17.908 1460 1463 1466 rBV 315995 493272 24.92% 3.239%

Sum of corrected areas: 15231051
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079284.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.62 34.87 ng 578787 1,4-Dichlorobenzene-d4 7.18
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 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 38 (1.621 min): BF079284.D (-36) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37| o7 140 1.60 1.80 2.00
.1/ S S -/ N N R — m/z 43.05 40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 28.33%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
R 87 140 160 1.80 2.00
5000 m/z 87.10 24 .48%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl- e
7B 140 1.60 1.80 2.00
m/z 41.10 13.50%
5000 55
43
27
o 1B || 37\\“\ I__67 )l 8 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.95 2.60 ng 43108 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-0Octanol 130 C8H180 000589-98-0 28
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 Pentanamide 101 C5H11NO 000626-97-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 329 (4.947 min): BF079284.D (-327) (-) m/z 43.10 100.00%
43
5000 %9
| o ﬂlﬂ 460 480 500 520
o T O m/z 59.10 51.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 SRS SRS SRR
59 460 480 500 520
m/z 58.10 17.39%
15 31 101
0 Tl N 50 . ‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520
m/z 101.10 14 .33%
5000 26 a1 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3042: 2—Pr0pyn—l—0|, acetate LI L L L BB B
48 460 4.80 5.00 5.20
m/z 41.10 10.72%
5000
55 70 98
O T e e e T e S R R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 6 unknown6.89 Concentration Rank 2

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

6.89 70.60 ng 1171850 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 499 (6.890 min): BF079284.D (-496) (-) m/z 132.00 100.00%
5000
68
0 s || e ® | "ok ok 7ho 750
40 54 : : : -
I :|-.|.7.7, g7 | sus W~ m/z 134.00 33.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR U R L
6.60 6.80 7.00 7.20
2 51 78 m/z 68.10 33.20%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 660 6.80 7.0 7.20
5000 gg 116 m/z 66.10 21.79%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R B
132 6.60 6.80 7.00 7.20
m/z 69.10 13.14%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | S| | S
m/z--> 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\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 Heptafluorobutyric acid,n-t... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.02 ng 53531 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid.n-tridec... 396 C1l7H27F702 1000216-78-9 86
2 Cvclopropane. octvl- 154 C1l1H22 001472-09-9 59
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 50
4 Cvclopentane. l1l-ethvl-2-methvl- 112 C8H16 003726-46-3 49
5 Acetic acid, trifluoro-, decyl e... 254 C12H21F302 000333-88-0 47
Abundance Scan 1045 (13.131 min): BF079284.D (-1042) (-) m/z 43.10 100.00%
97
5000
111 AVateshel EEERAE
| | h 12.80 13.00 13.20 13.40
0 2 m/z 55.10 99.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #155417: Heptafluorobutyric acid,n-tridecyl ester
43
5 oo
5000

12.80 13.00 13.20 13.40
m/z 57.10 87.62%

0 Il ‘N‘ L MY 125 139 154 169 182
el A

e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 55
69 12.80 13.00 13.20 13.40
5000 29 83 m/z 69.10 77.78%
97
ol e e
m/z--> 20 40 60 80 100 120 140 160 180 \
Abundance #6621: Cyclopentane, 1,1,3-trimethyl- R e RE R
a1 55 12.80 13.00 13.20 13.40
m/z 83.10 73.60%
69 83 o7
5000
H Il 12
0.,....,..u.,.@..,l...,..l.,....,....,....,... SR M| R
m/z--> 60 80 100 120 140 160 180 12.80 13.00 13 20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079284.D

Aca On : 15 May 2015 22:03

Operator : TP/1Z

Sample : 62234-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 Trifluoroacetic acid, n-hep... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1415  4.03ng 106815  Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 72
4 Heptafluorobutvric acid.n-tridec... 396 C17H27F702 1000216-78-9 59
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 46

Abundance Scan 1134 (14.148 min): BF079284.D (-1132) (-) m/z 55.10 100.00%
69 83
4 97
5000
111
175 13.80 14.00 14.20 14.40
0 L m/z 43.10 85.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43
57
5000 LA LI L L L L B LB B B
83 97 13.80 14.00 14.20 14.40
1 11 m/z 83.10 84.33%
0 H\ \‘ ) \‘ ‘ \“\ “\ 125 140152 182 210
R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
A
e
43 69 oo 13.80 14.00 14.20 14.40
5000 97 m/z 57.10 83.66%
29 111
125 139 154 252
o Y Y P D Mo 20 T2 L8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester
43 13.80 14.00 14.20 14.40
55 m/z 69.10 78.39%
69
5000
83
97
111
0 \M i Il | 125140155168 196
T T e e el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079284.D

Acq On : 15 May 2015 22:03

Operator : TP/1Z

Sample - G2234-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.62 34.9 ng 578787 1 7.18 331978 20.0
2-Pentanone, 4-hy... 4.95 2.6 ng 43108 1 7.18 331978 20.0
unknown6 .89 6.89 70.6 ng 1171850 1 7.18 331978 20.0
Heptafluorobutyri... 13.13 2.0 ng 53531 4 12.77 530210 20.0
Trifluoroacetic a... 14.15 4.0 ng 106815 4 12.77 530210 20.0
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