LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083102.D

Aca On : 21 Nov 2015 4:02

Operator : UM/I1Z

Sample = 64485-06

Misc :

ALS Vial : 31 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-BF111915.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 4.841 238 241 248 rVB 659719 918218 17.74% 2.677%
2 5.298 278 281 283 rBVY 2165788 2707405 52.32% 7.894%
3 6.350 370 373 375 rBV2 2141030 2308247 44.60% 6.730%
4 6.464 381 383 386 rBY 3081308 4003073 77.35% 11.672%
5 6.693 401 403 406 rBV 768978 927511 17.92% 2.704%

6.853 415 417 420 rBV 3302505 3471431 67.08% 10.121%
7.264 450 453 455 rBV 2866199 2777710 53.67% 8.099%
31088 63549 1.23% 0.185%
7.984 514 516 519 rBV 1228968 1162150 22.46% 3.388%
9.070 608 611 613 rBVY 5681475 5175108 100.00% 15.089%
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11 9.470 643 646 648 rBvV 99762 140658 2.72% 0.410%
12 9.745 667 670 672 rBV 954592 1189868 22.99% 3.469%
13 10.522 736 738 741 rBV2 1943595 2306403 44.57% 6.725%
14 10.659 749 750 754 rBV2 42419 74898 1.45% 0.218%
15 11.105 785 789 791 rBV 31885 56974 1.10% 0.166%

16 11.219 796 799 801 rBV 1269042 1097013 21.20% 3.199%
17 12.808 935 938 941 rBV 4365850 3980666 76.92% 11.606%
18 13.722 1015 1018 1022 rBV 94066 136284 2.63% 0.397%
19 13.848 1026 1029 1031 rBV 1182062 1054525 20.38% 3.075%
20 15.231 1147 1150 1153 rBV 654676 746006 14.42% 2.175%

Sum of corrected areas: 34297697
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083102.D

Aca On - 21 Nov 2015 4:02

Operator : UM/IZ

Sample : G4485-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA F\METHODS\8270-BF111915.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 : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083102.D

Aca On : 21 Nov 2015 4:02

Operator : UM/I1Z

Sample = 64485-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.84 19.80 ng 918218 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 241 (4.841 min): BF083102.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
T Tk 4k 500 520
...,....,....,....-,':...?.1.:J,...‘??....f.‘?..,....~,|....,....,....,....,...., m/z 59.10 60.61%
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 L R IR L UL
59 460 480 500 5.20
m/z 101.10 21.19%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
" 4.60 480 5.00 520
5000 41 m/z 58.10 14 .80%
31
69 87
15 51 98
wmmmwmmmmw
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 e B
59 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 41
68
"'I'"'P"'I"”HlL'?g'wli'"'P"'I"”I""I”"I"'W'%?§I"”%4?"I U L R R 'Z\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083102.D

Aca On : 21 Nov 2015 4:02

Operator : UM/I1Z

Sample = 64485-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 unknown6.46 Concentration Rank 1

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

6.46 86.32 ng 4003070 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 383 (6.464 min): BF083102.D (-381) (-) m/z 132.10 100.00%
132
68
5000
|75 8 620 640 6.60 6.80
104 . . . .
..,....,....,...:,“.'.‘.‘? o Shdl b 87wl S WL m/z 68.10 56.04%
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 USRS RN L S
6.20 6.40 6.60 6.80
78 m/z 66.10 33.66%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 m/z 134.10 31.59%
33 44 97 105

70 78
51 60 86 115

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

Abundance #2744: 2-Cyclohexen-1-one e

68 6.20 6.40 6.60 6.80
m/z 69.10 22 .39%

5000
96
27 55

..,..%ﬁ...‘.,....‘li...,.u..,...,....ﬁ‘%...,....,....,....,....,....,.. SN A U0 | SN——

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083102.D

Aca On : 21 Nov 2015 4:02

Operator : UM/I1Z

Sample = 64485-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.58 ng 136284 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 95
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90

Abundance Scan 1018 (13.722 min): BF083102.D (-1015) (-) m/z 57.10 100.00%

57

43 83

5000

-

13.40 13.60 13.80 14.00
m/z 43.10  77.53%

139 163178193 50g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83

s

5000

13.40 13.60 13.80 14.00
m/z 83.10 77.12%

125

139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R RREEEE RS EE
97 13.40 13.60 13.80 14.00
5000 m/z 55.10 73.38%
111
29

25
139153167181196 224

mewwwwwm

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Hr

Abundance #106398: 5-Eicosene, (E)- R R mEEE
55 13.40 13.60 13.80 14.00
m/z 97.10 61.87%
69 83
4
5000
111
2 125
ﬁ N j‘ 139153167 182196210224 252 280
e R R e
nm/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF112015\
Data File : BF083102.D

Acq On : 21 Nov 2015 4:02

Operator : UM/1Z

Sample - G4485-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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]
2-Pentanone, 4-hy... 4.84 19.8 ng 918218 1 6.69 927511 20.0
unknown6 .46 6.46 86.3 ng 4003070 1 6.69 927511 20.0
Trichloroacetic a... 13.72 2.6 ng 136284 5 13.85 1054530 20.0
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