LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 1.518 27 29 32 rVB 5282941 5937174 76.56% 17.229%
2 1.655 38 41 50 rvB 234296 531053 6.85% 1.541%
3 1.770 50 51 55 rvw 601710 854280 11.02% 2.479%
4 1.838 55 57 61 rvv 244266 400612 5.17% 1.163%
5 1.907 61 63 97 rVB 3013097 7754903 100.00% 22.504%

5.164 346 348 354 rVB 121450 145285 1.87% 0.422%
5.656 388 391 393 rBV 1853416 1820204 23.47% 5.282%
6.902 498 500 503 rBV 1545922 1850899 23.87% 5.371%
512 514 517 rBV 1450496 1963365 25.32% 5.697%
7.359 537 540 542 rBV 479848 426929 5.51% 1.239%

=
QO ~NO®
\l
o
(9}
N

11 7.542 554 556 559 rVB 1339246 1339982 17.28% 3.888%
12 8.045 598 600 603 rBV 1284673 1133647 14.62% 3.290%
13 8.936 675 678 680 rvB 632645 590070 7.61% 1.712%
14 10.285 793 796 798 rBV 1916751 2243274 28.93% 6.510%
15 10.788 837 840 842 rBV 82495 108227 1.40% 0.314%

16 11.108 866 868 871 rvB 601914 636412 8.21% 1.847%
17 12.091 951 954 957 rBV 1672962 1591576 20.52% 4.619%
18 12.959 1027 1030 1032 rBV 670552 686524 8.85% 1.992%
19 14.960 1202 1205 1207 rBV 2359641 2725403 35.14% 7.909%
20 16.125 1304 1307 1313 rBV2 139707 204774 2.64% 0.594%

21 16.251 1316 1318 1321 rBV 579656 739683 9.54% 2.146%
22 18.034 1471 1474 1480 rBV 564758 775873 10.00% 2.252%

Sum of corrected areas: 34460149
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050115\
BFO78887.D
1 May 2015 12:36

G2069-01

- TP/1Z

6 Sample Multiplier: 1

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

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 unknownl.52 Concentration Rank 2

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

1.52 278.13 ng 5937170 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 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 29 (1.518 min): BF078887.D (-27) (-) m/z 73.10 100.00%
3
43
5000
89
S L R L
55 1.40 1.60 1.80
| A N 1 N . .- R RN - S PN m/z 43.10 52.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 rrr T
1.40 1.60 1.80
31 89 m/z 89.05 31.14%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.66%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 78 1.40 1.60 1.80
m/z 45.10 8.41%
5000
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
LR FREL LN SN SR FULELEL UL UL UL SURLLL IR S AL R L
m/z--> 10 20 30 40 50 60 70 80 90 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 18.77 ng 400612 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 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (1.838 min): BF078887.D (-55) (-) m/z 73.05 100.00%
73
5000
55 87
39 4|3 o | 50 17 160 1.80 200 2.20
Obrreprrrrrrrrrprrerr bbbl b ey S b Mg || W72 55.05 27 .30%
m/z--> 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
43 1.60 1.80 2.00 2.20
55 87 m/z 87.10 24.26%
0 2523 33 39 | 46 50 ‘ 59 6770 | 80
mz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
160 1.80 200 2.20
5000 m/z 43.10 14 _.30%
45
o 262932 37 42 525559 65 70 76 80 84 88
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #811: 1-Propene-1-thiol R o e A RR R
7B 1.60 1.80 2.00 2.20
m/z 41.10 12.67%
5000
45
42
0 39 \ 4952555861 65 70 |76
LS ALY RARAS RARAS RARAS RARRS RARAS RARAS RARAS RARA) RARES RARES UARRA NN LR ARSI
m/z--> 20 25 30 35 40 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\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 6.81 ng 145285 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 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 348 (5.164 min): BF078887.D (-346) (-) m/z 43.10 100.00%
43
59
5000
101 S SRS R R I
51 | 83 | 480 5.00 5.20 5.40
Obrrrprrrrprrer eyl e e m/z 59.10 53.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN L LN UL
59 480 500 520 540
m/z 101.10 16.83%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 57 m/z 58.10 16.70%
29
101
o 78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R m e o
59 480 5.00 5.20 5.40
m/z 41.10 8.98%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF043015.M Mon May 04 13:12:05 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 91.98 ng 1963370 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 514 (7.062 min): BF078887.D (-512) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ® o 680 7.00 7.20 7.40
0 ..,....,....,...:,“.'.‘.‘7:,!!..‘,51:.-.|,..':~.,..f.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 46.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
31 78 m/z 134.00 31.28%
38 ‘
0 "I""I""I""l‘l'l"I""I"'ll""l""l""l""l'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 30.67%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  EEEma o R mma

132 6.80 7.00 7.20 7.40
m/z 69.10 19.09%

117
5000
39 91
51
27 ‘ 105 ‘

o8l Lo Lol Mol L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050115\
Data File : BF078887.D

Aca On : 1 May 2015 12:36

Operator : TP/1Z

Sample : 62069-01

Misc :

ALS Vial : 6 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 Dichloroacetic acid, heptad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 5.54 ng 204774 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1307 (16.125 min): BF078887.D (-1304) (-) m/z 57.05 100.00%
57 83
5000
15.80 16.00 16.20 16.40
o A m/z 83.05 91.74%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
5000 LR U SR UL B
11 15.80 16.00 16.20 1640
29 m/z 55.05 89.16%
oL dub.l ‘H\ | 1139 168 191210 238 266 205
m/z--> 50 100 150 200 2éo 300 350
Abundance
57 83
15.80 16.00 16.20 16.40 |
5000 111 m/z 97.10 85.68%
29
. 139 168 194 224 250 297 360
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester AT T T R R
43 15.80 16.00 16.20 16.40
m/z 43.05 84 .89%
69
5000
97
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\BF050115\
Data File : BF078887.D

Acq On : 1 May 2015 12:36

Operator : TP/1Z

Sample - G2069-01

Misc :

ALS Vial : 6 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]
unknownl1 .52 1.52 278.1 ng 5937170 1 7.36 426929 20.0
Butane, 2-methoxy... 1.84 18.8 ng 400612 1 7.36 426929 20.0
2-Pentanone, 4-hy... 5.16 6.8 ng 145285 1 7.36 426929 20.0
unknown? .06 7.06 92.0 ng 1963370 1 7.36 426929 20.0
Dichloroacetic ac... 16.13 5.5 ng 204774 5 16.25 739683 20.0
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