LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099630.D

Aca On : 18 Oct 2017 21:14

Operator : SJ/JU

Sample = 15930-03

Misc :

ALS Vial : 13 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-BF092317.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 5.057 501 505 521 rBV 268154 407409 17.11% 2.026%
2 5.463 569 574 592 rBVY 2136701 2256166 94.78% 11.220%
3 6.475 741 746 757 rBVY 2098119 2253528 94.67% 11.207%
4 6.604 763 768 771 rBV 2433981 2287679 96.10% 11.377%
5 6.828 802 806 813 rBV 791876 665818 27.97% 3.311%

6.981 828 832 836 rBV 1928797 1841768 77.37% 9.159%
7.392 898 902 905 rBV 1368947 1394748 58.59% 6.936%
8.104 1020 1023 1027 rBV 920287 859540 36.11% 4.274%
9.181 1201 1206 1209 rBV 2707035 2380526 100.00% 11.838%
9.575 1266 1273 1276 rBV 82557 64254 2.70% 0.320%

=
QO ~NO®

11 9.863 1318 1322 1325 rBV 886619 811475 34.09% 4._.035%
12 10.651 1452 1456 1471 rBV 1172674 1053375 44.25% 5.238%
13 11.345 1571 1574 1577 rBV 721179 647008 27.18% 3.218%

14 11.375 1577 1579 1582 rVB 34163 28458 1.20% 0.142%
15 11.863 1658 1662 1670 rBV5 25970 39218 1.65% 0.195%
16 12.563 1778 1781 1786 rBV 62987 55787 2.34% 0.277%
17 12.792 1814 1820 1826 rBV 68372 79208 3.33% 0.394%
18 12.927 1839 1843 1847 rBV 1726541 1578529 66.31% 7.850%
19 13.357 1912 1916 1920 rBV5 23152 32193 1.35% 0.160%
20 13.810 1990 1993 1997 rBV3 66406 81735 3.43% 0.406%

21 13.992 2019 2024 2027 rBV 671488 682344 28.66% 3.393%
22 15.457 2269 2273 2278 rVB 527626 607973 25.54% 3.023%

Sum of corrected areas: 20108739
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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:\HPCHEMI\BNA F\DATA\BF101817\

BF099630.D

18 Oct 2017 21:14

SJ/Ju

15930-03

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099630.D

Aca On : 18 Oct 2017 21:14

Operator : SJ/JU

Sample = 15930-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.06 12.24 ng 407409 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF099630.D (-501) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 L e L
. | 83.0 480 500 520 5.40
R RN AR AR RAAAS RS RRARA RARSS SASS SARRS SARSS SRR SARRY m/z 59.10 60.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- }k
43.0
5000 U L R R I
480 5.00 5.20 5.40
59.0 1010 m/z 101.00 22.58%
"I'???"“I'“'I'”'I'”qu"?ﬁq'l“"l'“'I'”'I'”'I"”I"”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 16.93%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L EAams
59.0 480 5.00 5.20 5.40
m/z 41.10 9.08%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I AR SN LR A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099630.D

Aca On : 18 Oct 2017 21:14

Operator : SJ/JU

Sample = 15930-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2 unknown6.60 Concentration Rank 1

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

6.60 68.72 ng 2287680 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 767 (6.598 min): BF099630.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 USRS SR SRR
401 540 6.20 6.40 6.60 6.80 7.00
....,...::....,::..,.:I-.',..7.5.‘,0....,..!.,.1??.?....,...., | | m/z 68.10 36.86Y%
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 N
5000 R LR AR A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.52%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.16%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14500: 1H-Indazole, 7—methy|— SN I LI B B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 .58%
5000
- 770 104.0
39.0
....,...u,....Hl...?ﬁ.(f.,..wi,..8.7.?....,w.‘..,l.ls‘%?’,....,‘... -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099630.D

Aca On : 18 Oct 2017 21:14

Operator : SJ/JU

Sample = 15930-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.81  2.40ng 81735  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Heptacosanol 306 C27H560 002004-39-9 93

959261-23-5 93
959092-08-1 91

pentade... 424 C19H31F702
penta... 374 C18H31F502

2 Heptafluorobutyric acid.
3 Pentafluoropropionic acid.

4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1993 (13.810 min): BF099630.D (-1990) (-) m/z 57.05 100.00%
57.0 |97.1
5000
229.1 S ——
40.1 185.1 13.40 13.60 13.80 14.00 14.20
m/z 83.05 94.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 TT T T[T T I T [T T T T[T T TT[TT
13. 40 13. 60 13. 80 14. 00 14 20
9.0 m/z 97.10 87.98%
26,0/ \“ W P |, 1810 222.0 264.0 306.0 378.0
e B T . T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
970 | L DL LA BLELELELE L
13.40 13.60 13.80 14.00 14.20
5000 m/z 69.05 84.14%
169.0
26.0 138.0 210.0 255.0 406.0
T T [ T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L o e o RS
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 43.10 82.47%
5000
26lo] | || ‘ | ||1390 17702100 2550 356.0
e L e o L e o o o e B ) R o e A
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101817\
Data File : BF099630.D

Acq On : 18 Oct 2017 21:14

Operator : SJ/JU

Sample - 15930-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.06 12.2 ng 407409 1 6.83 665818 20.0
unknown6 .60 6.60 68.7 ng 2287680 1 6.83 665818 20.0
1-Heptacosanol 13.81 2.4 ng 81735 5 13.99 682344 20.0
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