LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\

Data File : BF119353.D

Aca On : 11 Mar 2020 18:40 Instrument :
Operator : CG/JU BNA_F

Sample - L1871-06 ClientSampleld :
Misc : TP-17-DA

ALS Vial : 7 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-BF022020.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 4.916 478 481 494 rBV 196559 291583 8.79% 1.403%
2 5.351 551 555 579 rBVY 1338505 1842583 55.54% 8.865%
3 6.375 725 729 757 rBV 1495483 1859435 56.05% 8.946%
4 6.716 784 787 798 rBV 604962 543386 16.38% 2.614%
5 6.869 810 813 832 rBVY 1692414 1704789 51.38% 8.202%

7.281 880 883 900 rBV 1130381 1246148 37.56% 5.995%
7.998 1002 1005 1022 rBV 748745 716797 21.61% 3.449%
9.075 1184 1188 1191 rBV 3022785 2677125 80.69% 12.880%
9.475 1252 1256 1269 rBV 218004 221734 6.68% 1.067%
9.751 1299 1303 1313 rVB 1028850 909040 27.40% 4_.373%

=
QO ~NO®

11 10.545 1434 1438 1454 rBV 1911193 1826012 55.04% 8.785%
12 11.239 1552 1556 1565 rBV 1025003 987828 29.77% 4.752%
13 11.769 1642 1646 1657 rBV3 36527 57407 1.73% 0.276%
14 12.822 1820 1825 1828 rBV 3578716 3317727 100.00% 15.962%
15 13.716 1973 1977 1989 rBV2 141145 313441 9.45% 1.508%

16 13.880 2001 2005 2014 rBV 867190 860340 25.93% 4_.139%

17 14.027 2027 2030 2034 rBV 40664 34598 1.04% 0.166%
18 14.333 2078 2082 2085 rBV 63359 60917 1.84% 0.293%
19 14.627 2128 2132 2136 rBV 98380 95043 2.86% 0.457%

20 14.945 2181 2186 2190 rVB 108424 126191 3.80% 0.607%

21 15.310 2239 2248 2260 rBV 558096 894020 26.95% 4_.301%
22 15.698 2309 2314 2321 rVB 84602 124456 3.75% 0.599%
23 16.162 2388 2393 2399 rVB3 44910 75009 2.26% 0.361%

Sum of corrected areas: 20785609
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\

BF119353.D

11 Mar 2020 18:40

CG/JuU

L1871-06

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119353.D

Aca On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2

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

4.92 10.73 ng 291583 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 482 (4.922 min): BF119353.D (-478) (-) m/z 42.95 100.00%
a3
5000
101
s 83 4.60 4.80 500 520
o I U | O I NN m/z 59.00 73.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20
m/z 101.00 33.40%
15 31 101
o | 25,7 37, 53, | 83
miz--> S N A A A AP AR
Abundance
43
4.60 4.80 500 520
0
5000 101 m/z 58.00 17.65%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine e ....,....
3 509 460 480 500 5.20

m/z 41.00 10.56%

5000 18
28
12 AN \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119353.D

Aca On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.72 7.29 ng 313441 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol
2 Nonadecvl pentafluoropropionate
3 n-Nonadecanol-1

326 C22H460
430 C22H39F502
284 C19H400

4 Heptafluorobutvric acid.

n-tetra... 410 C18H29F702

5 Pentafluoropropionic acid, tetra... 360 C17H29F502

000661-19-8 93
1000351-88-8 90
001454-84-8 90
007365-36-8 90
006222-06-6 90

Abundance Scan 1978 (13.721 min): BF119353.D (-1973) (-) m/z 83.05 100.00%
57
R aaassEossse
139 167 208 281 13.40 13.60 13.80 14.00
(o} m/z 57.00 88.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55
5000 111 LA L L L L L L LB L |
13.40 13.60 13.80 14.00
29 m/z 97.10 86.32%
139
ol b ] 1,167 196 224 252 280 308
e T S e B B m
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 g7
13.40 13.60 13.80 14.00
5000 m/z 69.00 80.65%
125
0 29 153 182 210 238 266 311 412
T T T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 R AR
55 83 13.40 13.60 13.80 14.00
m/z 55.05 76.81%
5000 111
29
L L | 1% 168 106 238 266
ot e e e ot S
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119353.D

Aca On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.13 ng 95043 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 89
Abundance Scan 2132 (14.627 min): BF119353.D (-2128) (-) m/z 57.05 100.00%
57
85
5000
141 169 197 239 14.40 14.60 14.80 15.00
| .ﬂ,.‘.l..,...-.,.~.'..,..2§?,....,....,...., m/z 71.10 97.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 R U UL SR U
mmmmmmmm
m/z 85.05 70.50%
29 113
0 I 77,141 169 197 225 253 295 323 367
m/z--> §o 160 1éo 260 250 360 3éo 460 '
Abundance
57
"' 14140 1460 14.80 15.00
5000 m/z 43.05 59.90%
85
29 113 141
0 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #209566: Octacosane L i I B
57 14.40 14.60 14.80 15.00
m/z 55.05 26.94Y%
5000 85
29
ol || | M3 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2éo 360 3éo 460 ! 14?0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119353.D

Aca On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .94 2.82 ng 126191 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2185 (14.939 min): BF119353.D (-2181) (-) m/z 57.05 100.00%

85
5000

14.60 14.80 15.00 15.20

141 169 197201 267

0’ m/z 71.10 87.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
97
5000 85 LI L I B B B
14.60 14.80 15.00 15.20
m/z 85.05 65.32%
113 141
NEIREE J | 77169 197 225 253 281 309 337 365 393 422
L o o o o e e I e e e e e R B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T T T
85 14.60 14.80 15.00 15.20
5000 m/z 43.05 55.41%
113
. 29 141 169 197 225 53 282
L o o o e B B o o B o e o o o O
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl- R e R
57 14.60 14.80 15.00 15.20
m/z 99.10 25.11%
5000 85
113
oL L) |77 141 182 211 25p 281 308 337
e e e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119353.D

Aca On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 6 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.78 ng 124456 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2314 (15.698 min): BF119353.D (-2309) (-) m/z 57.00 100.00%
5000
P 1540 1560 1580 16.00
(o} m/z 71.05 89.93%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57
5000 LR BN B B SULR

15.40 15.60 15.80 16.00
m/z 85.00 68.67%

99
26 | | 141 183 225 267 309 351 393 436

R N N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e AR RS RAR
15.40 15.60 15.80 16.00
5000 m/z 43.00 57.70%
99
o 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R R B
57 15.40 15.60 15.80 16.00
m/z 99.00 27.69%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031120\
Data File : BF119353.D

Acq On : 11 Mar 2020 18:40

Operator : CG/JU

Sample : L1871-06

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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... 4.92 10.7 ng 291583 1 6.72 543386 20.0
Behenic alcohol 13.72 7.3 ng 313441 5 13.88 860340 20.0
Hexacosane 14.63 2.1 ng 95043 6 15.31 894020 20.0
Triacontane 14 .94 2.8 ng 126191 6 15.31 894020 20.0
Hentriacontane 15.70 2.8 ng 124456 6 15.31 894020 20.0
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