LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081391.D

Aca On : 3 Sep 2015 22:53

Operator : UM/I1Z

Sample : 63511-06

Misc :

ALS Vial : 15 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-BF090115.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 3.553 170 172 178 rBB 11820 23681 1.26% 0.147%
2 4.422 245 248 259 rVB 632034 1144751 61.02% 7.105%
3 4.924 290 292 294 rBVY 1642214 1767849 94.24% 10.972%
4 5.347 327 329 333 rBB 22826 21694 1.16% 0.135%
5 6.045 387 390 392 rBVY 1430819 1875962 100.00% 11.644%

6.136 396 398 400 rBV 1839795 1640172 87.43% 10.180%
6.365 416 418 421 rVB 419410 363909 19.40% 2.259%
6.525 429 432 434 rBV 1418640 1284878 68.49% 7.975%
1146832 1208807 64.44% 7.503%
7.656 529 531 533 rBvV 569539 477217 25.44% 2.962%

=
QOO ~NO®

()]

o

N

\l

N

o]

()]

N

)]

©

N

\l

=

=

os]

<

11 8.742 623 626 628 rBVY 1934684 1760380 93.84% 10.926%
12 9.142 659 661 664 rBvY 344761 333269 17.77% 2.068%
13 9.393 681 683 686 rvB 427988 481233 25.65% 2.987%
14 10.182 749 752 754 rBV 1193882 1102884 58.79% 6.845%

15 10.331 763 765 769 rBV 19178 21975 1.17% 0.136%
16 10.856 809 811 814 rBV 354236 492903 26.27% 3.059%
17 11.131 833 835 839 rBvV 26782 40341 2.15% 0.250%
18 11.439 860 862 867 rBvV 23774 37027 1.97% 0.230%
19 12.445 947 950 953 rBV 1414440 1338612 71.36% 8.308%
20 13.371 1028 1031 1037 rBV 25545 46269 2.47% 0.287%

21 13.462 1037 1039 1042 rBV 315318 393000 20.95% 2.439%
22 14.777 1152 1154 1158 rBV 248813 254847 13.58% 1.582%

Sum of corrected areas: 16111660
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081391.D

Aca On : 3 Sep 2015 22:53

Operator : UM/I1Z

Sample : 63511-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO81391.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081391.D

Aca On : 3 Sep 2015 22:53

Operator : UM/I1Z

Sample : 63511-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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.

4.42 62.91 ng 1144750 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 248 (4.422 min): BF081391.D (-245) (-) m/z 43.10 100.00%
a3
59
5000
. s o “l’l 400 420 440 460 4.80
L LML M m/z 59.10 60.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NS SRR SRR S
4.00 4.20 4.40 4.60 4.80
m/z 101.10 15.35%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 58.10 14 .95%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 9.00%
5000
a1 101
T '|'%§'| "”'?&" “JJ'M' |??H”i "'éﬁ" "|§?"| URELR B B AARDESARBEARABERRRAR waR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081391.D

Aca On : 3 Sep 2015 22:53

Operator : UM/I1Z

Sample : 63511-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 1

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

6.14 90.14 ng 1640170 1,4-Dichlorobenzene-d4 6.36
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 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 398 (6.136 min): BF081391.D (-396) (-) m/z 132.10 100.00%
5000 e8
| S S5 ob oo 6w
e Chpl L 87 L HS M 'm/z 68.10 51.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RAREE SRS SRS RN
5.80 6.00 6.20 6.40
31 4 51 78 m/z 66.10 34 .45%
| PR H | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32 .44%
33 44 g7 105
51 60 7078 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one AR Ea T
68 5.80 6.00 6.20 6.40
m/z 69.10 20.86%
5000
96
40
'|"?T|""ww'4?l'??'l""\""?%"g?""l""l""l""l""l"' AR SRR SRR LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081391.D

Aca On : 3 Sep 2015 22:53

Operator : UM/I1Z

Sample : 63511-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.35 ng 46269 Chrysene-di12 13.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 83
2 3-Chloropropionic acid. hexadecv... 332 C19H37CI02 053312-70-2 50
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 47
4 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 47
5 1-Tetracosanol 354 C24H500 000506-51-4 43
Abundance Scan 1031 (13.371 min): BF081391.D (-1028) (-) m/z 57.10 100.00%
57
43
5000 83
111
195 13.00 13.20 13.40 13.60
e m/z 55.10 76.15%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
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B L R R ma R
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69 g3
109
125140154168 196 224 269 297
wwvﬁmﬁrﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester R e .
43 13.00 13.20 13.40 13.60
57 m/z 97.10 48.16%
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il A |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081391.D

Acq On : 3 Sep 2015 22:53

Operator : UM/1Z

Sample : G3511-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.42 62.9 ng 1144750 1 6.36 363909 20.0
unknown6 .14 6.14 90.1 ng 1640170 1 6.36 363909 20.0
Pentafluoropropio... 13.37 2.4 ng 46269 5 13.46 393000 20.0
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