LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.241 326 332 341 rVB 213823 322517 7.96% 1.202%
2 5.717 406 413 422 rBVY 1157204 1857700 45.85% 6.922%
3 7.321 677 686 699 rBY 1233973 2268184 55.98% 8.452%
4 7.691 741 749 763 rBVY 1185703 2085614 51.48% 7.771%
5 8.161 822 829 836 rBV 277117 459900 11.35% 1.714%

8.484 875 884 894 rBV 833862 1475149 36.41% 5.497%
9.324 1019 1027 1038 rBvV 732004 1323044 32.66% 4 _.930%
10.975 1298 1308 1316 rBV 409053 753013 18.59% 2.806%
13.402 1712 1721 1729 rBV 1819794 2826390 69.76% 10.532%
14.219 1854 1860 1866 rBV 343727 519763 12.83% 1.937%

=
QO ~NO®

11 14.777 1948 1955 1966 rVB2 724682 1172368 28.94% 4_.368%
12 16.116 2178 2183 2189 rBV 90830 135187 3.34% 0.504%
13 16.257 2199 2207 2220 rBV 1660722 2578100 63.63% 9.606%
14 17.515 2414 2421 2430 rBV 921057 1381468 34.10% 5.148%
15 18.378 2560 2568 2578 rBV3 44204 87559 2.16% 0.326%

16 20.106 2856 2862 2869 rVB 3036563 4051451 100.00% 15.096%
17 21.404 3077 3083 3091 rBVv3 113553 212173 5.24% 0.791%
18 21.786 3141 3148 3156 rVB2 942994 1581516 39.04% 5.893%
19 22.615 3280 3289 3298 rBv4 51286 170676 4.21% 0.636%
20 25.094 3701 3711 3728 rVB2 532456 1575615 38.89% 5.871%

Sum of corrected areas: 26837387
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG030619.D
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500000 10.98
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Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 12.00 12.50

Abundance TIC: BG030619.D
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16.26
1500000

1000000 17.51 21.79

14.78

500000 14.22

21.40
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG030619.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.24 14.03 ng 322517 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 332 (5.241 min): BG030619.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 " 500 520 540 560
...,....,....,....','n.?,l-.o.:.,....,7.3-.1..?.3'.0..,...:,|....,. m/z 59.00 54.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R UL IR
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 18.62%
210 | 510 ‘ 69.0 8300910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 " '5.00 520 540 560
5000 m/z 58.00 15.24%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e  RRRRE R
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.28%
5000
41.0
...,....,..JHH....“:MH?Q?ulIi....7§Q.|.§qp|....ﬂ....|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.69 Concentration Rank 1

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

7.69 90.70 ng 2085610 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (7.691 min): BG030619.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 ISR LA S
400 540 7.40 7.60 7.80 8.00
..,....,....,....l'!..:,:!..,::.-.|,..':~.,f.‘?;9,..!.,.':..,1.1.“?-9,...., I m/z 68.00 40.21%
m/z--> 10 20 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 L I I R
7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.00 32.72%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.56%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L LB L
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.50%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 4 Benzophenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.12 2.31 ng 135187 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzophenone 182 C13H100 000119-61-9 96
2 Glvoxvlohvdroximovl chloride. 2-... 183 C8H6CINO2 004937-87-5 47
3 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 43
4 Benzenecarbothioic acid. S-methv... 152 C8H80S 005925-68-8 43
5 N-[2,2-Dichloro-1-(toluene-4-sul... 371 C16H15CI2NO3S 136800-77-6 43

m/z 105.00 100.00%

Abundance Scan 2184 (16.122 min): BG030619.D (-2178) (-)

105.0

770 182.0

5000
51.0

15.80 16.00 16.20 16.40
m/z 182.00 67.17%

91.0 | 1260 1520

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #47243: Benzophenone
105.0
0 182.0
5000 LIS L L L L LB L L L LB
o 15.80 16.00 16.20 16.40
5L m/z 77.00 60.53%
210 | ) 1260 1520 I
I L B e L o o LA B B B B o o o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
R RRRREEaEEE Ry
77.0 15.80 16.00 16.20 16.40
5000 m/z 51.00 28.08%
>0 183.0
36.0 .
91.0 131.0 147.0 166.0

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #34279: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0 15.80 16.00 16.20 16.40
m/z 181.00 11.37%
77.0
5000
51.0
29.0 | A 136.0 164.0 )
L o A B e L B i o o e IR
m/z--> 20 40 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.68 ng 212173 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Cvcloeicosane 280 C20H40 000296-56-0 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 3082 (21.398 min): BG030619.D (-3077) (-) m/z 57.05 100.00%
57.0
207.0 AL A DU N
21.00 21.20 21.40 21.60 21.80
: 341.0 4292 "m/z 43.05 86.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 AU PR SRR I B
21.00 21.20 21,40 21.60 21.80
m/z 55.00  85.14%
150 1 “ \‘ ‘\ HPQQ 17702100 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
55.0
21,00 21.20 2140 21.60 21.80
5000 97.0 m/z 83.05 81.91%
139.0 182.0 2240 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester N ELa e
57.0 21.00 21.20 21.40 21.60 21.80
97.0 m/z 97.05 69.07%
Il ‘{Jmomm 238.0 283.0 384.0
m/z--> 50 100 150 200 @ 300 350 400 21.00 21.20 2140 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG103117\
Data File : BG030619.D

Aca On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.61 2.16 ng 170676 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
Abundance Scan 3288 (22.609 min): BG030619.D (-3280) (-) m/z 55.00 100.00%
58.0
5000
22120 22.40 22.60 22.80 23.00
byl m/z 57.00 91.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 BRSNS
22 20 22. 40 22 60 22. 80 23. oo
5.0 m/z 43.05 78.87%
190 | [} .“ .wH\, | F | o 1810 2220 2640 S080
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
22120 22,40 22.60 22.80 23.00
5000 m/z 83.00 69.67%
139.0
26.0 181.0 222.0 264.0 306.0 378.0
m/z--> 55 160 1éo 200 2éo 300 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate I EEEEaE R
510 970 22.20 22.40 22.60 22.80 23.00
m/z 97.00 63.03%
5000
2610, ( & y 1820 222.0 2660 311.0 412.0
m/z--> 5'0 200 25'30 3(')0 3%0 4(')0 22 20 22. 40 22 60 22. 80 23. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG103117\
Data File : BG030619.D

Acq On : 31 Oct 2017 19:28

Operator : SJ/JU

Sample : 16207-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
Quant Title : 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... 5.24 14.0 ng 322517 1 8.16 459900 20.0
unknown7 .69 7.69 90.7 ng 2085610 1 8.16 459900 20.0
Benzophenone 16.12 2.3 ng 135187 3 14.78 1172370 20.0
Pentafluoropropio... 21.40 2.7 ng 212173 5 21.79 1581520 20.0
n-Tetracosanol-1 22.61 2.2 ng 170676 5 21.79 1581520 20.0
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