LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

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-BF081320.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 4.240 361 366 372 rBV 34870 47633 2.15% 0.290%
2 4.892 473 477 486 rVB 870037 948850 42.76% 5.771%
3 5.322 546 550 565 rBV 816940 747439 33.69% 4 .546%
4 6.357 722 726 738 rBVY 1760953 1522787 68.63% 9.262%
5 6.722 784 788 791 rBV 681467 544552 24 _.54% 3.312%
6 7.286 880 884 887 rBVY 1257537 1092296 49.23% 6.644%
7 8.004 1002 1006 1009 rBV 939296 720437 32.47% 4.382%
8 9.080 1185 1189 1192 rBV 2502616 2080147 93.75% 12.652%
9 9.474 1252 1256 1260 rBV 164862 139306 6.28% 0.847%
10 9.751 1300 1303 1307 rVB 945485 829163 37.37% 5.043%
11 10.663 1455 1458 1466 rBV4 22367 36067 1.63% 0.219%
12 11.233 1551 1555 1558 rBY 1034944 889654 40.10% 5.411%
13 11.633 1620 1623 1626 rBvV 61986 69112 3.11% 0.420%
14 12.033 1688 1691 1693 rBvV2 79199 97345 4 ._.39% 0.592%

15 12.315 1737 1739 1741 rBV 109475 110768 4._.99% 0.674%

16 12.821 1820 1825 1828 rBV 2405574 2218852 100.00% 13.495%
17 13.068 1863 1867 1869 rBv4 39202 67690 3.05% 0.412%
18 13.739 1976 1981 1988 rBv4 153688 428720 19.32% 2.608%
19 13.868 1999 2003 2006 rVB 851706 749729 33.79% 4 _560%
20 14.721 2144 2148 2162 rVB2 464363 1431135 64.50% 8.704%

21 15.286 2240 2244 2248 rBV 552045 640042 28.85% 3.893%
22 16.374 2419 2429 2443 rVB4 233935 1029829 46.41% 6.264%

Sum of corrected areas: 16441553
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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\BF081320\

BF121282.D

13 Aug 2020 21:10

JU/CG

L3508-13

19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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.

489 348 ng 948850  1,4-Dichlorobenzene-da 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 53

2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9
Abundance Scan 477 (4.892 min): BF121282.D (-473) (-) m/z 43.00 100.00%
a3
59
5000
T a0 480 500 520
0...,....,....,....','::..‘?.1.:I,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.00 57.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 20.33%
15 31 101
el ol 51 .| 83 !
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 15.91%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- — i
43 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
101
1f 27 & ‘
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'w'“w'“w'“'l R R RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 unknownl12.03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.19 ng 97345 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3-Chloro-2-methvl-phenvl)-1.2_.._. 236 C11H9CIN202 1000294-43-8 46
2 Benzoxazole. 5-chloro-2-pvrazol-... 219 C10H6CIN30 1000262-42-6 43
3 1-Naphthalenamine. N-phenvl- 219 C16H13N 000090-30-2 43
4 Hvdrido-iron(Il). (.eta.-5-penta... 386 C19H40FeP2 1000162-78-8 38
5 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 38
Abundance Scan 1690 (12.027 min): BF121282.D (-1688) (-) m/z 57.10 100.00%
57
219
5000
Ll T o e w5 B
Obr i Ly L%Www-rﬂf m/z 43.10 64.96%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90293: 1-(3-Chloro-2-methyl-phenyl)-1,2-dihydro-pyridazin...
219
55
5000 LB SN UL UL B
140 11. 80 12. 00 12. 20 12. 40
82 184 m/z 219.20 55.70%
112
0j I R B I I e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
219
' 11:80 12.00 12.20 12,40
5000 m/z 55.05 36.30%
63 192
98
| 129,
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #76634: 1-Naphthalenamine, N-phenyl- R mEEEE RS S
219 11.80 12.00 12.20 12.40
m/z 203.10 27 .97%
5000
108
18 51 77 Jlt 153 189
m/z-> 0 55 160 150 260 250 300 350 400 450 500 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.49 ng 110768 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 93
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 87
3 Butvl 9.12-octadecadienoate 336 C22H4002 1000336-54-1 87
4 n-Propvl 9.12-octadecadienoate 322 C21H3802 1000336-77-8 87
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 83
Abundance Scan 1740 (12.321 min): BF121282.D (-1737) (-) m/z 67.00 100.00%

95
5000

3

474 515 12.00 12.20 12.40 12.60
m/z 81.05 92 .96%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-

i3

95

5000 LA L L L L L B LB L |
12. OO 12 20 12. 40 12.60
m/z 95.05 67.09%
29 150 280
0 1 182209236 |
- IIIII IIII TTrTT T 1T IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
67
R e A m
05 12.00 12.20 12.40 12.60
5000 m/z 41.10 59.34%
29
123
. 150178 50g 263294
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174149: Butyl 9,12-octadecadienoate A REEEEEaSEE

12.00 12.20 12.40 12.60
m/z 55.00 57.30%

5000

K

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 11.44 ng 428720 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 92
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 1-Heptacosanol 396 C27H560 002004-39-9 89

Abundance Scan 1981 (13.739 min): BF121282.D (-1976) (-) m/z 57.10 100.00%

o
=7
foo)
w

5000

149 ey
. 166 192 216233250 g1 13.40 13.60 13.80 14.00

m/z 69.10 94 _.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

ki

5000 LA LI L L L L L LB
13.40 13,60 13.80 14.00
- m/z 83.10 94 .22%
okl | 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
I |
13.40 13.60 13.80 14.00
5000 111 m/z 55.05 90.38%
29

139 167 106 238 266 294

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R A REER R
83 13.40 13.60 13.80 14.00
m/z 43.10 85.13%
o \“ ‘ 167 195 222 250 280 308 336
”w””,””.”... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 unknownl14.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.72 44 .72 ng 1431140 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dibromo-1.2-dichloro- 254 C2H2Br2CIl2 000683-68-1 22
2 trans-.beta.-lonone 192 C13H200 000079-77-6 11
3 3-Buten-2-one. 4-(2.6.6-trimethy... 192 C13H200 014901-07-6 11
4 4(1H)-Pteridinone. 2-amino-6-met... 177 C7H7N50 000708-75-8 10
5 5-Aminomethylene-6-hydroxy-4-met... 177 C8H7N302 1000223-27-4 10
Abundance Scan 2148 (14.721 min): BF121282.D (-2144) (-) m/z 57.10 100.00%
& 177
5000 122 215 460
91 N
i h Iu 14.40 14.60 14.80 15.00
Ot e, m/z 177.10 80.75%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #105943: Ethane, 1,2-dibromo-1,2-dichloro-
177
5000 LN R B
14.40 14.60 14.80 15.00
61 9% g m/z 175.10 50.35%
26
ol 221 256
mz—-> 0 50 100 150 260 2%0 360 3éo 460 4éo
Abundance
43 177
14.40 14.60 14.80 15.00
5000 m/z 460.30 50.33%
91 135
67
L s A UL WL WL S B
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #54648: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)- R L S ARAARY
177 14.40 14.60 14.80 15.00
m/z 215.10 48 .01%
5000 43
91 135
07 }5‘.Lﬁ‘ﬁ?w hrm“g‘m'ktl""l' RIS UARLELELA UL DAL SN B LA BN RN B
mz—-> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081320\
Data File : BF121282.D

Aca On : 13 Aug 2020 21:10

Operator : JU/CG

Sample : L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF081320.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 Hexadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.37 32.18 ng 1029830 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 78
3 Pentacosane 352 C25H52 000629-99-2 78
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58
Abundance Scan 2428 (16.368 min): BF121282.D (-2419) (-) m/z 71.10 100.00%
!
5000{ 43 99 wﬂ*\\\~w/kﬂd//\\Lﬂ,ﬁhuwj/ﬂ\
J\ I AT
211 : : : :
ol gl | A |2 20 261260300 sss | Rl R e ey
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl-
57
85
5000 AU SRR SRR B
197 16.00 16.20 16.40 16.60
13 i m/z 85.10 83.43%
ol .3 ..|||11‘?9 2
m/z--> " 50 100 150 200 250 300 350
Abundance
57
16,00 16.20 16.40 16.60
5000 85 m/z 99.10 48.83%
113 211
0 2t i 169 2 ,\/JLA/\
m/z--> " 50 100 150 200 250 300 350
Abundance #185533: Pentacosane L B o e
57 16.00 16.20 16.40 16.60
m/z 69.10 41.33%
>0 ¥ \/V/\,s,«/\
113
oL 2L [t 169 104211 239 267 205 3p3 352
m/z--> 50 100 1%0 200 250 300 350 16.00 16.20 1640 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081320\
Data File : BF121282.D

Acq On : 13 Aug 2020 21:10

Operator : JU/CG

Sample - L3508-13

Misc :

ALS Vial : 19 Sample Multiplier: 2

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081320_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... 4.89 34.9 ng 948850 1 6.72 544552 20.0
unknownl12 .03 12.03 2.2 ng 97345 4 11.23 889654 20.0
9,12-Octadecadien... 12.32 2.5 ng 110768 4 11.23 889654 20.0
Behenic alcohol 13.74 11.4 ng 428720 5 13.87 749729 20.0
unknownl14 .72 14.72 44.7 ng 1431140 6 15.29 640042 20.0
Hexadecane, 2-met... 16.37 32.2 ng 1029830 6 15.29 640042 20.0
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