LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 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-BF051019.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 5.463 570 574 595 rBVY 5226117 5323669 88.32% 10.035%
2 6.475 741 746 764 rBVY 4974191 5740861 95.24% 10.822%
3 6.604 764 768 783 rVB 5689955 5441563 90.28% 10.257%
4 6.828 803 806 815 rBVY 1431471 1180075 19.58% 2.224%
5 6.986 829 833 836 rBY 4779170 4204651 69.75% 7.926%
6 7.392 897 902 914 rBVY 3734195 3606171 59.83% 6.798%
7 8.110 1020 1024 1044 rVB 1625000 1520459 25.22% 2.866%
8 9.186 1202 1207 1210 rBV 6396245 5908336 98.02% 11.137%
9 9.580 1270 1274 1287 rBV 778136 740585 12.29% 1.396%
10 9.839 1314 1318 1319 rBV 80731 84528 1.40% 0.159%

11 9.863 1319 1322 1333 rVB 1861783 1776033 29.46% 3.348%
12 10.657 1453 1457 1473 rBV 3983289 3924044 65.10% 7.397%
13 10.798 1477 1481 1483 rBV 62308 66646 1.11% 0.126%
14 11.351 1571 1575 1592 rBV 2014150 1859339 30.85% 3.505%
15 11.874 1660 1664 1680 rBV 243360 309385 5.13% 0.583%

16 12.657 1795 1797 1808 rBV 64403 84610 1.40% 0.159%
17 12.933 1839 1844 1848 rBV 5568250 6027745 100.00% 11.362%
18 13.157 1876 1882 1889 rBV 58056 78483 1.30% 0.148%
19 13.498 1937 1940 1943 rVB 81611 62851 1.04% 0.118%

20 13.827 1992 1996 2013 rBV2 244695 503340 8.35% 0.949%

21 13.992 2020 2024 2033 rVB 1663051 1643586 27.27% 3.098%
22 14.139 2046 2049 2052 rBV 136764 118171 1.96% 0.223%
23 14.445 2097 2101 2104 rBvV 183836 180851 3.00% 0.341%
24 14.745 2147 2152 2162 rBV 196074 239778 3.98% 0.452%
25 14.821 2162 2165 2169 rVB 85680 80346 1.33% 0.151%

26 15.080 2205 2209 2215 rVB 224639 265253 4._.40% 0.500%
27 15.456 2268 2273 2284 rBV 1163704 1639054 27.19% 3.090%
28 15.874 2339 2344 2350 rBV 158002 232671 3.86% 0.439%
29 16.374 2423 2429 2433 rBV2 68054 123511 2.05% 0.233%
30 16.951 2523 2527 2536 rVB4 45193 83667 1.39% 0.158%

Sum of corrected areas: 53050262
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\

BF114444_.D

21 May 2019 2:16

JussJ

K2943-01

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1

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

6.60 92.22 ng 5441560 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 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 767 (6.598 min): BF114444.D (-764) (-) m/z 132.00 100.00%
13R.0
5000 68.1
400 540 ‘ 9.0 620 640 6.60 6.80 7.00
o..,....,....,...!!'.'...,....,::.'.|,....,?‘?.9,..!.,.110.7.9...,....,'...,.. m/z 68.10 45.52%
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 N
5000 AR L L UL I

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.18%

31.0 51.0
o T “ 1, I
B A B L o O R o ARARRRRERR LRSS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
REaa e o RARAN
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 29.34%
104.0
66.0
ol 140 270 390 510 710 g90 | 1150 ||
R AR RARRE BREaE o s L e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 It
Abundance #14395: 1,3,5-Trifluorobenzene e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.04%
5000
63.0 81.0
3L.0 500 | 101.0112.0
o) Bt VT I N 1 A TSN [N SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.33 ng 309385 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 14
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 1663 (11.868 min): BF114444.D (-1660) (-) m/z 43.05 100.00%
. 73.0
5000
97.1 1291 U SRR SURN SR BN
' 1711 2131 56,2 11.60 11.80 12.00 12.20
o} m/z 60.00 87.66%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0
5000 129.0 L BRI BN BRI B
83.0 nmnmnmnm
J‘u 1570 1gso 2130 2560 | M/Z 73.00  86.04%
A .
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11,60 11.80 12,00 12.20
5000 129.0 m/z 41.10 75.16%
o 15.0 My . . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid B e
73.0 11.60 11.80 12.00 12.20
m/z 57.05 72.93%
43.0
5000
129.0
‘ 710 2140
obr] -‘.‘-‘--1”‘-”‘ i h‘\ HM H e 90 ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Dodecanol, 2-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.12 ng 503340 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 83
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 80
Abundance Scan 1996 (13.827 min): BF114444.D (-1992) (-) m/z 57.10 100.00%
57.1
5000
! 11-1 601 " 13.60 13.80 14.00 14,20
O A UMM U m/z 43.05 79.40%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 LI B SULIIL AL B
13.60 13.80 14.00 14.20
1.0 m/z 71.10 53.41%
o 1“167022402800
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
" 13.60 13.80 14.00 14,20
5000 m/z 55.00 45_.78%
111.0
ob s J | ,167.0222.0 278.0 334.0 391.0 446.0 504.0 650.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #119526: 1-Dodecanol, 2-hexyl- R e RS B
57.0 13.60 13.80 14.00 14.20
m/z 85.10 40.95%
5000
111.0
oh | 167.0 252.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 5 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.20 ng 180851 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2100 (14.439 min): BF114444.D (-2097) (-) m/z 57.05 100.00%
57.0
5000
99.0 3241 R A I B
155.1 215.1 14.20 14.40 14.60 14.80
o..~.|,.-l..-l.~ll,ﬂ‘l~‘~...,.... IC VI S m/z 43.05 63.27%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LI BN B BRI B
mmmmmmmm
m/z 71.10 61.13%
. 27,}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 2éo 300 3éo
Abundance #164579: Tricosane
57.0
" 14:20 14.40 14.60 14.80
5000 m/z 85.05 44 .52%
99.0
ol2%0 ] by 7495, 170 | 2530 205010
m/z--> 50 160 150 200 250 360 350
Abundance #209566: Octacosane s et e A A ey
57.0 14.20 14.40 14.60 14.80
m/z 55.05 26.82%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.93 ng 239778 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2151 (14.739 min): BF114444.D (-2147) (-) m/z 57.10 100.00%
51.1
5000
99.1 A0 1460 1490 1500
14.40 14.60 14.80 15.00
155.1
oL, | ,I. :'l.-'! i 2901 2810 850 Tz 43.05  62.20%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA BN SR SRR
14.40 14.60 14.80 15.00
‘ m/z 71.05 58.78%
0 2?,0| | ,9?'0‘, 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 39.20%
99.0
ol l A .J |, 1410 1830 P80 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e EARS TR
57.0 14.40 14.60 14.80 15.00
m/z 41.00 24 .11%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 7 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.24 ng 265253 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2209 (15.080 min): BF114444.D (-2205) (-) m/z 57.05 100.00%
57.0
5000
|| 99.0 14.80 15.00 15,20 15.40
141.1 . : : :
0...|, WA |y f4 1s212u1 2810 0 s 43,10 65.07%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L LI B BRI B
mmmmmmmm
99.0 m/z 71.10 61.50%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350
Abundance #129491: Eicosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 44 .80%
LOLLLTS 30 w50 0 0
m/z--> 55 160 150 200 250 360 3éo
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R
43.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .47%
5000 85.0
0 .‘.\ | 1?10 1690 2250 26602950 337.0
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114444.D

Aca On : 21 May 2019 2:16

Operator : JU/SJ

Sample : K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 8 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.84 ng 232671 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2343 (15.868 min): BF114444.D (-2339) (-) m/z 57.05 100.00%
57.0
5000
oa0 ' 15.60 15.80 16.00 16.20
141.1 : : : :
o...,....1|,.'|...,.??3.0,....2‘?5.0..,....,....,...., m/z 71.05 63.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

15.60 15.80 16.00 16.20
m/z 43.05 61.49%

5000

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
AL s
15.60 15.80 16.00 16.20
5000 m/z 85.10 47 .76%
o Ly 1410 1830 2250 267.0 309.0 352.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T T
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 _58%
5000
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
T T T T T e e T AL W e
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052019\
Data File : BF114444.D

Acq On : 21 May 2019 2:16

Operator : JU/SJ

Sample . K2943-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .60 6.60 92.2 ng 5441560 1 6.83 1180080 20.0
n-Hexadecanoic acid 11.87 3.3 ng 309385 4 11.35 1859340 20.0
1-Dodecanol, 2-oc... 13.83 6.1 ng 503340 5 13.99 1643590 20.0
Eicosane 14.44 2.2 ng 180851 5 13.99 1643590 20.0
Heptacosane 14.74 2.9 ng 239778 6 15.46 1639050 20.0
Octacosane 15.08 3.2 ng 265253 6 15.46 1639050 20.0
Pentacosane 15.87 2.8 ng 232671 6 15.46 1639050 20.0
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