LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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 1.321 35 38 40 rBY 3780364 4450936 100.00% 33.278%
2 1.435 45 48 51 rBvV 65548 108076 2.43% 0.808%
3 1.607 60 63 66 rvB 55201 64566 1.45% 0.483%
4 1.790 77 79 85 rBv 38115 54472 1.22% 0.407%
5 4.933 352 354 361 rBB 92217 121315 2.73% 0.907%

5.458 397 400 403 rBV 708227 728044 16.36% 5.443%
6.739 510 512 515 rBV 618053 698023 15.68% 5.219%
6.876 521 524 527 rBV 834545 762894 17 .14% 5.704%
236477 210362 4.73% 1.573%
7.344 563 565 568 rBvV 661554 622745 13.99% 4 _.656%
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11 7.859 607 610 612 rBV 486832 476411 10.70% 3.562%
12 8.739 685 687 689 rBvV 353379 310851 6.98% 2.324%
13 10.088 802 805 807 rBV 1025411 1040994 23.39% 7.783%
14 10.590 847 849 852 rBV 45210 49620 1.11% 0.371%
15 10.910 875 877 879 rBvV 347363 348546 7.83% 2.606%

16 11.893 960 963 965 rBV 417747 602340 13.53% 4._.504%
17 12.751 1035 1038 1040 rBV 354747 377010 8.47% 2.819%
18 14.739 1210 1212 1215 rBV 885149 1251815 28.12% 9.359%
19 15.928 1313 1316 1319 rBV 78068 108239 2.43% 0.809%
20 16.031 1323 1325 1328 rBV 345575 479125 10.76% 3.582%

21 17.791 1477 1479 1487 rBV 305342 508527 11.43% 3.802%

Sum of corrected areas: 13374911
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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:\HPCHEM1I\BNA F\DATA\BF031815\

BF077820.D

19 Mar 2015 4:44

TP/1Z

G1544-03

29 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.32 423.17 ng 4450940 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 38 (1.321 min): BF077820.D (-35) (-) m/z 73.10 100.00%
73
5000 43
89
- 100 120 140 160
0'W””I””P'Jml"Pmﬂ'”WJ”I””P'”P”'P”W'”W”'W””I”' m/z 43.10 49.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 [ AL N AL R
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 32.22%
0'W'“W'“ML“MLAH'En'“Wl“W'“'P“'P“'P“'P“'P“'P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
S R SRR
1.00 1.20 1.40 1.60
5000 55 m/z 41.10 9.73%
43
0 27 35 65 81 89 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2101: Propane, 2-methoxy-2-methyl-  EmmE e AR R
73 1.00 1.20 1.40 1.60
m/z 45.10 7.87%
5000
41 57
29
15 | \‘ 1 1 l
R A R A AL AR R RN KRR LARAN LARAN LRSS SRS LA WAL SRR R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.61 6.14 ng 64566 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 63 (1.607 min): BF077820.D (-60) (-) m/z 73.10 100.00%
73
5000 43
55 87 B
49 1.20 1.40 1.60 1.80 2.00
Ol 4 e Tm/z 43.10  36.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R LR U L
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 55.10 26.18%
0 ‘%9 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
ARSI RRRAZRARAS AR NN
41 55 87 1.20 1.40 1.60 1.80 2.00
5000 m/z 87.10 25.99%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- e R e e
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.10 12 .50%
5000
45
29
0 Ll 9. S 67 |, 101
L R I U U UL SO S I SULI LS WAL R LR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 11.53 ng 121315 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 354 (4.933 min): BF077820.D (-352) (-) m/z 43.10 100.00%
43
59
5000
1 460 480 500 520
83 : : : :
o...,....,....,....','.-:..??.n'!i....,....,.-...,...:,|....,. m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 19.58%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 16.11%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- L L L L L B
59 4.60 4.80 5.00 5.20
m/z 41.10 8.81%
41
5000
86
0 ‘ 51‘\\\ I (‘3‘9 ‘ 101
LR UL SR SR UL UL FULRLEL SR S SR S B BN SRS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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 unknown6.88 Concentration Rank 2

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

6.88 72.53 ng 762894 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 524 (6.876 min): BF077820.D (-521) (-) m/z 132.00 100.00%
5000 68
20 054 o | |75 g a0 ' 6.60 6.80 7.00 7.20
O L T e e e A m/z 68.10 38.80%
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
5000 R U S R
6.60 6.80 7.00 7.20
2 78 m/z 134.00 31.83%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
| 6.60 6.80 7.00 7.20
5000 m/z 66.10 24 .10%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T A e R
132 6.60 6.80 7.00 7.20
m/z 69.10 15.18%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" R U S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077820.D

Aca On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample : 61544-03

Misc :

ALS Vial : 29 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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 4.52 ng 108239 Chrysene-di12 16.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 95
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1316 (15.928 min): BF077820.D (-1313) (-) m/z 57.10 100.00%
43 57 83

97

5000

5

15.60 15.80 16.00 16.20
m/z 43.10 87.91%

167 193208 281

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

s

15.60 15.80 16.00 16.20
m/z 83.10 86.02%

5000

29

126140154168182

238250266

210 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57
43 83 U DN N R BN
97 15.60 15.80 16.00 16.20
5000 m/z 55.10 81.37%
111
29

126140154169 19210 238 oo og3

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester I I o o o e B
57 15.60 15.80 16.00 16.20
43 83 g7 m/z 97.05  75.05%
29
o d 1#614015416815, 210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031815\
Data File : BF077820.D

Acq On : 19 Mar 2015 4:44

Operator : TP/1Z

Sample - G1544-03

Misc :

ALS Vial : 29 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]
Propane, 2,2-dime... 1.32 423.2 ng 4450940 1 7.16 210362 20.0
Butane, 2-methoxy... 1.61 6.1 ng 64566 1 7.16 210362 20.0
2-Pentanone, 4-hy... 4.93 11.5 ng 121315 1 7.16 210362 20.0
unknown6 .88 6.88 72.5 ng 762894 1 7.16 210362 20.0
Dichloroacetic ac... 15.93 4.5 ng 108239 5 16.04 479125 20.0
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