LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098363.D

Aca On : 8 Sep 2017 21:07

Operator : SJ/JU

Sample : 15137-01

Misc :

ALS Vial : 18 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-BF081517.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 4.881 471 475 487 rVB 134000 203116 8.03% 1.029%
2 5.298 541 546 549 rBVY 2301702 2376464 93.99% 12.044%
3 6.334 717 722 733 rBVY 2189297 2528450 100.00% 12.814%
4 6.457 738 743 746 rBVY 2494870 2323488 91.89% 11.775%
5 6.681 778 781 785 rBV 640829 550797 21.78% 2.791%

6.839 804 808 811 rBV 2006632 1849600 73.15% 9.373%
7.251 873 878 881 rBV 1443711 1397855 55.29% 7.084%
7.969 995 1000 1003 rBV 715872 661688 26.17% 3.353%
9.045 1177 1183 1186 rBV 2642272 2316069 91.60% 11.737%
9.439 1246 1250 1253 rBV 337050 257868 10.20% 1.307%

=
QO ~NO®

11 9.716 1293 1297 1301 rBV 682468 598337 23.66% 3.032%
12 10.510 1427 1432 1435 rBV 1110614 1033974 40.89%% 5.240%

13 10.622 1448 1451 1458 rBV 28762 33840 1.34% 0.171%
14 11.198 1546 1549 1553 rBV 609828 532527 21.06% 2.699%
15 12.410 1752 1755 1759 rVB 38952 32176 1.27% 0.163%
16 12.639 1791 1794 1797 rVB 34218 30439 1.20% 0.154%
17 12.786 1815 1819 1822 rBV 1945133 1733553 68.56% 8.785%
18 13.345 1911 1914 1919 rBV7Y 21193 32579 1.29% 0.165%

19 13.686 1968 1972 1978 rBV3 105895 140630 5.56% 0.713%
20 13.833 1993 1997 2000 rBV 667443 638513 25.25% 3.236%
21 15.245 2232 2237 2244 rBV 362552 460261 18.20% 2.333%

Sum of corrected areas: 19732224
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098363.D

Aca On : 8 Sep 2017 21:07

Operator : SJ/JU

Sample : 15137-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098363.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098363.D

Aca On : 8 Sep 2017 21:07

Operator : SJ/JU

Sample : 15137-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.88 7.38 ng 203116 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 475 (4.881 min): BF098363.D (-471) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| | 831 460 4.80 5.00 5.20
R RO R A SRS RALN RERAA RARNA AR AR RN UARSS LARRE AR m/z 59.10 61.69%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I L R UL
59.0 460 480 500 5.20
m/z 101.10 24 .36%
31.0 101.0
“W““V“W“”W“ﬁm“v”WH“V“§%QVH4““V“W““V“W““|
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 17.74%
73.0 126.0 142.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA L L L LB B
43.0 460 4.80 5.00 5.20
m/z 41.10 9.99%
5000
15.0
58.0
27.0
“EQHHLWHWV“HL“V“WH“V“W““V“W““V“W““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path :

Data File : BF098363.D

Aca On : 8 Sep 2017 21:07
Operator : SJ/JU

Sample - 15137-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090817\

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown6.46

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

6.46 84 .37 ng 2323490 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 743 (6.457 min): BF098363.D (-738) (-) m/z 132.10 100.00%
32.1
5000 68.1
01 | 9%.1 ek aho ok aby
- 54.0 . . . .
....,...:,':...,.-:..,....,..7f?',°....,..I.,ﬁ??:o....,....,~'...,... m/z 68.10 44.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U R L R
6.20 6.40 6.60 6.80
310 51.0 m/z 134.00 32.85%
'”'ﬂ'M\J'WH”'P'JI”YEQ”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
97.0 620 640 6.60 6.80
5000 m/z 66.10 26.28%
70.0
52.0
310 86.0 116.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R L A wa
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.24%
97.0
5000
70.0
31.0
44.0‘ 6?.9 | 860 | 116.0 |
m/z--> 3|0 4IO 5|0 6|0 7|0 8|0 9|0 1(I)O 110 12|0 1éO 14|10 6.|20 6.210 6.|60 6.|80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098363.D

Aca On : 8 Sep 2017 21:07

Operator : SJ/JU

Sample : 15137-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.
13.69 4.40 ng 140630 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 1973 (13.692 min): BF098363.D (-1968) (-) 83.10 100.00%
5000 ‘A‘\MJ\MVW
230.1 302.1 .
197.1 263.0 \ 13.40 13.60 13.80 14.00
s m/z 55.10 94 .50%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LN B BN BRI R
Bmmmmmmm
200 125.0 m/z 69.10 89.31%
e I \‘ I \ | 154018202100 3550 356.0
m/z--> 50 ' 200 2%0 360 3%0
Abundance
57.0
970 13.40 13.60 13.80 14.00
5000 m/z 57.10 79.97%
m/z--> o '55' ' "160" ' ﬁéo" "200" ' 550" "300" ' 550
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R EREE mm s
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 79.78%
5000
29.0 125.0
|1 im0 so g | e
m/z--> 50 100 150 200 250 300 350 13. 40 13 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098363.D

Acq On : 8 Sep 2017 21:07

Operator : SJ/JU

Sample : 15137-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.88 7.4 ng 203116 1 6.68 550797 20.0
unknown6 .46 6.46 84.4 ng 2323490 1 6.68 550797 20.0
Pentafluoropropio... 13.69 4.4 ng 140630 5 13.83 638513 20.0
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