LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

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-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 1.507 26 28 31 rVB 3488211 4381021 100.00% 18.443%
2 1.655 38 41 44 rVB 175306 306492 7 .00% 1.290%
3 1.770 50 51 55 rBv 297369 407120 9.29% 1.714%
4 1.838 55 57 61 rvB 159851 227010 5.18% 0.956%
5 1.907 61 63 102 rVB 1674704 4276039 97.60% 18.001%

5.164 346 348 354 rVB 123767 181900 4._.15% 0.766%
5.656 388 391 393 rBV 833692 1130798 25.81% 4._.760%
6.902 497 500 502 rBV 1441250 1240518 28.32% 5.222%
7.062 512 514 517 rBV 1304724 1223890 27.94% 5.152%
7.359 537 540 542 rBV 440803 436923 9.97% 1.839%

=
QO ~NO®

11 7.542 554 556 558 rVB 1134784 984355 22.47% 4.144%
12 8.045 597 600 602 rBvV 884127 758148 17.31% 3.192%
13 8.936 675 678 680 rBvV 525828 597624 13.64% 2.516%
14 10.273 793 795 798 rBV 1355314 1516003 34.60% 6.382%
15 10.776 837 839 842 rBV 88166 96482 2.20% 0.406%

16 11.108 866 868 871 rBV 724547 678609 15.49% 2.857%
17 12.091 951 954 956 rBV 722664 867287 19.80% 3.651%
18 12.948 1027 1029 1032 rBV 528796 734831 16.77% 3.093%
19 14.811 1190 1192 1195 rBV 37427 47571 1.09% 0.200%
20 14.948 1201 1204 1207 rBV 1860096 1849753 42.22% 7.787%

21 16.137 1305 1308 1316 rBV2 66974 133215 3.04% 0.561%
22 16.263 1316 1319 1322 rBV 796490 826878 18.87% 3.481%
23 18.080 1475 1478 1481 rBV 645314 851915 19.45% 3.586%

Sum of corrected areas: 23754382
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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:\HPCHEMI\BNA F\DATA\BF050515\

BF078940.D

5 May 2015 14:56

TP/1Z

G2032-08

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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.

1.51 200.54 ng 4381020 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 28 (1.507 min): BF078940.D (-26) (-) m/z 73.10 100.00%
73
43
5000
89
L PO AL AL
55 140 1.60 1.80
o/ S 1 V. O U N m/z 43.10 52.56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 Tror T
140 160 1.80
31 89 m/z 89.10 28.82%
Oy |"2§'“""3§J"“4?|' “?Zl T '|l L I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.72%
27
59 74
e S S L L L L S S S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 140 1.60 1.80
m/z 45.10 8.18%
5000
57
29 41
0 15 \‘ \“‘\ 50 11 ! 87
LI AL FLEL LN UL SLELELELNS SRR SURLELEL SULALEL SRS UL U P AL AL
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7

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

1.84 10.39 ng 227010 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 57 (1.838 min): BF078940.D (-55) (-) m/z 73.10 100.00%
73
5000
Tl it T e e
39 . . . .
50 | 59 69 83
o P O 1 U SR B R m/z 87.05 26.06%
m/z-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 RSN U SRR R
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 25.62%
0 %933 39 | 50 ‘ 59 69 |, 80
mz-> 0 5 10 15 20 25 30 35 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
30
73
1.60 1.80 2.00 2.20
5000 m/z 43.10 19.16%
44 58
. 138 26 40 ”
m/z-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #769: Borane, dimethoxy- T
7B 1.60 1.80 2.00 2.20
43 m/z 41.05 10.85%
5000 o
29
o 11| 24, 3639| 47 5761 69
mz> 0 5 15 fs 20 25 35 35 45 45 50 55 60 65 70 75 80 85 90 95 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

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

5.16 8.33 ng 181900 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 348 (5.164 min): BF078940.D (-346) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
83 : : :
0...,....,....,..??','.‘.‘..,.5:.3'."1,....,....,.'...,...:,|....,. m/z 59.10 53.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL AL B
59 480 500 520 540
m/z 58.10 18.27%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 101.10 17.90%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R AR e m e
43 4.80 5.00 5.20 5.40
m/z 41.05 7.85%
5000
101
o 15 253137 || s %% 69 86 . R
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.06 Concentration Rank 3

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

7.06 56.02 ng 1223890 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 514 (7.062 min): BF078940.D (-512) (-) m/z 132.00 100.00%
5000 68
680 7.00 7.20 7.40
0 B E e m/z 68.10 43.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL LU UL IR
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 32.57%
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
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 28.09%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- Ay
132 6.80 7.00 7.20 7.40
m/z 69.10 17 .35%
5000
63 81
0 3\1 59 1 \\‘ L 72\ ‘\ \92 10\1 1}\2 |
mz-> 40 60 80 100 120 140 160 180 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078940.D

Aca On : 5 May 2015 14:56

Operator : TP/1Z

Sample : 62032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.22 ng 133215 Chrysene-di12 16.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 l1l-Hexacosanol 382 C26H540 000506-52-5 90
3 1-Tetracosanol 354 C24H500 000506-51-4 81
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 64
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 64
Abundance Scan 1308 (16.137 min): BF078940.D (-1305) (-) m/z 57.10 100.00%
83
5000
111
3 | 15.80 16.00 16.20 16.40
0 7 m/z 43.05 75.35%
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 AR UM IR B
15.80 16.00 16.20 16.40
m/z 55.05 69.42%
ol L‘ el \‘ 125 154 191 205224 252
m/z--> 5 100 150 200 250 300 350
Abundance
43
15.80 16.00 16.20 16.40
5000 83 m/z 83.10 62.06%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
43 15.80 16.00 16.20 16.40
m/z 69.10 57.80%
5000 83
18 111
0 | h‘l Il ‘J|‘L | ,140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078940.D

Acq On : 5 May 2015 14:56

Operator : TP/1Z

Sample - G2032-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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... 1.51 200.5 ng 4381020 1 7.36 436923 20.0
Butane, 2-methoxy... 1.84 10.4 ng 227010 1 7.36 436923 20.0
2-Pentanone, 4-hy... 5.16 8.3 ng 181900 1 7.36 436923 20.0
unknown? .06 7.06 56.0 ng 1223890 1 7.36 436923 20.0
Pentafluoropropio... 16.14 3.2 ng 133215 5 16.26 826878 20.0
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