LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.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 5.463 571 574 594 rBV 71472 189128 13.62% 2.394%
2 6.487 746 748 766 rBV 75993 238155 17.16% 3.015%
3 6.610 766 769 783 rVB 182998 295621 21.29% 3.742%
4 6.822 801 805 816 rBV 298809 345173 24.86% 4 .369%
5 6.975 828 831 849 rVB 197613 222241 16.01% 2.813%
6 7.398 900 903 926 rBV 66677 160780 11.58% 2.035%
7 8.098 1019 1022 1042 rBV 345125 467247 33.66% 5.914%
8 9.169 1201 1204 1220 rBV 272686 339240 24.44% 4.294%
9 9.580 1271 1274 1284 rBV 15430 18956 1.37% 0.240%
10 9.851 1316 1320 1333 rBV 574400 577567 41.60% 7.311%

11 10.645 1452 1455 1470 rBV 141849 197100 14.20% 2.495%
12 11.339 1569 1573 1588 rBV 563861 632480 45.56% 8.006%

13 11.857 1658 1661 1664 rBV3 16806 18928 1.36% 0.240%
14 12.563 1778 1781 1786 rBV 47955 54364 3.92% 0.688%
15 12.786 1814 1819 1825 rBV2 62617 77443 5.58% 0.980%

16 12.910 1837 1840 1852 rBV 432152 425761 30.67% 5.389%
17 13.380 1917 1920 1924 rBV 1476676 1388252 100.00% 17.573%
18 13.821 1987 1995 1997 rBV7 15280 34687 2.50% 0.439%
19 13.939 2011 2015 2018 rBV 815421 646662 46.58% 8.186%
20 13.980 2018 2022 2033 rVB 564740 667612 48.09% 8.451%

21 14.421 2094 2097 2101 rBV3 15726 18056 1.30% 0.229%
22 14.580 2121 2124 2128 rBV 23883 19931 1.44% 0.252%
23 14.721 2145 2148 2150 rBV 20588 19488 1.40% 0.247%
24 14.739 2150 2151 2157 rVB 17012 15809 1.14% 0.200%
25 15.051 2201 2204 2210 rVB 46307 68880 4._.96% 0.872%
26 15.327 2247 2251 2257 rBV 13481 17699 1.27% 0.224%
27 15.392 2259 2262 2263 rVV 17200 16473 1.19% 0.209%
28 15.439 2263 2270 2286 rVB 323554 553612 39.88% 7.008%
29 15.839 2333 2338 2345 rVB 38192 59569 4._.29% 0.754%
30 16.321 2415 2420 2425 rBV2 27380 48442 3.49% 0.613%
31 16.892 2512 2517 2523 rBV3 18098 36711 2.64% 0.465%
32 17.562 2627 2631 2642 rVB5 11880 27971 2.01% 0.354%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 7900038
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116306.D
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Abundance TIC: BF116306.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 17.13 ng 295621 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 769 (6.610 min): BF116306.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.0 A\
40.0 %.0 620 640 6.60 6.80 7.00
m/z 68.00 39.54%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 B R R L

620 640 6.60 6.80 7.00

41.0 97.0
m/z 134.00 32.08%
115,0
R B EREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
RS s s R
6.20 6.40 6.60 6.80 7.00
5000 m/z 65.95 25.96%
105.0
(510 700 ) ] 1500 178.0 222.0
R e o I o R e e B EEmESE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.00 15.60%

5000
104.0
66.0
27.0 440 " 870 | ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 620 640 660 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.32 ng 77443 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 90
2 Pvrene 202 C16H10 000129-00-0 90
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 53
4 2-Butenamide. 3-methvl-N-1H-puri... 217 C1OH11N50 021589-34-4 9
5 2,3-Dichlorobenzo[b]thiophene 202 C8H4CI2S 1000298-87-9 9
Abundance Scan 1820 (12.792 min): BF116306.D (-1814) (-) m/z 202.00 100.00%
202.0
5000
wo 7o M0 oo 101260 1280 1300 1350
e el e 2900 L 280 m/z 200.00  21.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62828: Fluoranthene
202.0
5000 AR BURRUSR BN UL B
12.40 12.60 12.80 13.00 13.20
101.0 m/z 203.00 16.79%
270 500 750 , | 1220 1500 174.0
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220
Abundance #62823: Pyrene
202.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 201.00 16.39%
101.0
29.0 510 750 H 122.0 150.0 174.0
m/z--> 20 40 60 80 160 120 140 160 180 260 220
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e Bame b
202.0 12.40 12.60 12.80 13.00 13.20
m/z 101.00 11.64%
5000
270 510 750 1010 1960 1500 1740 h
m/z--> 20 40 60 80 ﬁ01% 140 160 180 200 220 12:40 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.05 2.49 ng 68880 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hentriacontane 437 C31H64 000630-04-6 78

Abundance Scan 2204 (15.051 min): BF116306.D (-2201) (-) m/z 57.00 100.00%
57.0
5000

127.0  160.9 281.9

192.9

14.80 15.00 15.20 15.40

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0
5000

141.0 169.0 197.0 225.0 253,90 282.0

m/z 71.00 71.02%

14.80 15.00 15.20 15.40

m/z 43.00 59.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R R EREE RS S
85.0 14.80 15.00 15.20 15.40
5000 ' m/z 85.00 48.41%
29 0 113.0
UL [ 3410 1600 1670 2250 zs30 2960
.”,””,”.q”.q”.q”.q.”w.”q.”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57.0 14.80 15.00 15.20 15.40
m/z 99.00 20.80%
5000 85.0
29.0 113.0
‘ ! ‘\ ‘\ |l I‘ 1L 1410 169.0 197.0 2260
T e T e e e e T e e e N L N EREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116306.D

Aca On : 16 Aug 2019 3:54

Operator : HP/JU

Sample : K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.15 ng 59569 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2338 (15.839 min): BF116306.D (-2333) (-) m/z 57.00 100.00%
5%.0
5000
1 o 1550 1550 1600 1620
. 281.0 : : :
“ -“ Al A e e m/z 71.00 78.32%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.00 55.46%
141.0
27.|0.\ .III | II I 1 .|18.30 225.0 2820
m/z--> §0 100 1%0 260 250 300 3%0 '
Abundance #209565: Octacosane
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.00 54 _.29%
99.0
2710 J 1 ﬂ L }410 1830 2250 2810  337.0  394.0
m/z--> §0 100 150 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 _.11%
5000
99.0
28,0, ‘ ‘ H 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 1%0 260 250 300 3%0 ' 15%0 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081519\
Data File : BF116306.D

Acq On : 16 Aug 2019 3:54

Operator : HP/JU

Sample - K4319-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .61 6.61 17.1 ng 295621 1 6.82 345173 20.0
Benzene, 1,1"-(1,... 12.79 2.3 ng 77443 5 13.98 667612 20.0
Eicosane 15.05 2.5 ng 68880 6 15.44 553612 20.0
Octacosane 15.84 2.1 ng 59569 6 15.44 553612 20.0
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