LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119233.D

Aca On : 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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 4.940 481 485 498 rVB 247201 371310 8.99% 1.207%
2 5.363 553 557 583 rBY 2846096 2956735 71.61% 9.613%
3 6.381 725 730 751 rBVY 2846524 2980509 72.19% 9.690%
4 6.722 784 788 799 rBYV 1111411 949677 23.00% 3.088%
5 6.881 810 815 827 rBVY 2736803 2638122 63.89% 8.577%
6 7.287 880 884 898 rBVY 1867950 2038418 49.37% 6.627%
7 8.004 1002 1006 1023 rBV 1341046 1288281 31.20% 4.188%
8 9.081 1183 1189 1192 rBV 4246841 4128860 100.00% 13.424%
9 9.475 1252 1256 1265 rVB 213880 193536 4 .69% 0.629%
10 9.757 1297 1304 1319 rBvY 1785966 1613134 39.07% 5.245%

11 10.551 1435 1439 1455 rBV 2820052 2717549 65.82% 8.835%
12 11.239 1552 1556 1565 rBV 1652853 1636831 39.64% 5.322%
13 11.775 1644 1647 1655 rBV 183188 209795 5.08% 0.682%
14 12.557 1777 1780 1784 rBV2 40853 52971 1.28% 0.172%
15 12.827 1821 1826 1829 rBV 3941603 4120124 99.79% 13.395%

16 13.751 1979 1983 1996 rVB3 102773 292491 7.08% 0.951%
17 13.880 2001 2005 2016 rVB 1183265 1109226 26.87% 3.606%

18 14.339 2080 2083 2087 rBvV 60600 53568 1.30% 0.174%
19 14.633 2130 2133 2139 rVB 65980 64208 1.56% 0.209%
20 14.704 2141 2145 2151 rVB 141052 138956 3.37% 0.452%
21 14.951 2183 2187 2192 rVB 78392 94197 2.28% 0.306%
22 15.304 2242 2247 2257 rBV 734405 960930 23.27% 3.124%
23 15.710 2311 2316 2322 rVB 50776 75102 1.82% 0.244%
24 16.798 2496 2501 2508 rVBS8 38346 73633 1.78% 0.239%
Sum of corrected areas: 30758163
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\
Data File : BF119233.D

Aca On 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119233.D

Aca On > 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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.

4.94 7.82 ng 371310 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 Guanidine 59 CH5N3 000113-00-8 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (4.940 min): BF119233.D (-481) (-) m/z 43.00 100.00%
43 ﬂ
59
5000
101
E EAEan
83 460 480 500 520
o...,....,....,....','!:..??urli...‘??....,.-...,....',....,....,....,....,...., m/z 59.00 75.69%
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 L L IR I L
59 460 480 500 520
m/z 101.10 33.49%
15 31 101
| ol 91 .| 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
43 59
460 480 500 520
5000 18 m/z 58.00 18.00%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester E EEma s A B
59 460 4.80 5.00 5.20
m/z 41.00 9.47%
5000 41
68
0 150 . 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I B SAERDE SR SRR AR
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\BF030520\
Data File : BF119233.D

Aca On > 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.56 ng 209795 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Undecanoic acid 186 C11H2202 000112-37-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 45
Abundance Scan 1646 (11.769 min): BF119233.D (-1644) (-) m/z 73.00 100.00%
73
43 80
5000
129
97 213
15 43187171185 0 517 07 256 11.40 11.60 11.80 12.00
(o} m/z 60.00 69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
I\
5000 129 L DU UL UL UL
11.40 11.60 11.80 12.00
m/z 43.00 63.91%
TJJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
AR REEaa o
11.40 11.60 11.80 12.00
5000 m/z 41.00 56.52%
29
129
g7 115 171 214
101 143157 | 185
0 198
R R B s o e A RARAS Ea s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AN B aE B
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 53.57%
5000 129
29
199
143 157171185 242
oL 15
A B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119233.D

Aca On > 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.27 ng 292491 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 l1-Hexadecanol 242 C16H340 036653-82-4 83
4 Cvclopentadecane 210 C15H30 000295-48-7 74
5 n-Tetracosanol-1 354 C24H500 000506-51-4 68

Abundance Scan 1983 (13.751 min): BF119233.D (-1979) (-) m/z 83.05 100.00%

5000

%

139 168 192209 230 281 13.40 13.60 13.80 14.00
m/z 97.05 88.80%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

%

5000 LA L L L L L L B
13.40 13.60 13.80 14.00
29 m/z 69.05 86.73%
0 Lol 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
a3 R e A EEERE
13.40 13.60 13.80 14.00
5000 m/z 55.05 76.28%
41
111
oL 28 126 154169105 210 238 g5 983 »wn»AkavMMﬁNM/\\»~»MMJMMWWNM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #95980: 1-Hexadecanol B B .
13.40 13.60 13.80 14.00

m/z 43.05 58.79%

5000

%

126 154 196 224
A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119233.D

Aca On > 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.70 2.89 ng 138956 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72

Abundance Scan 2144 (14.698 min): BF119233.D (-2141) (-) m/z 69.10 100.00%

69
5000

41 T
9% 137 14,40 14.60 14.80 15.00
| 161 207231 283 341
Ol A4 00, (207281 288 84l Thn7z 81.05  50.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
41

14.40 14.60 14.80 15.00
m/z 41.10 21.03%

95
137
0 L d f1y ] 161 191 217 273 209 341 367 410
i T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

14.40 14. 60 14. 80 15.00

5000

5000 m/z 68.00 13.90%
41
95 137
o 117 | 163 191217 245 273299 341367 410
gl L L4289 208 2lf odb 279 299 oht Jof A9
miz--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol it A Tiat e
60 14,40 14.60 14.80 15.00

m/z 95.10 13.01%

5000
41

95 137
J | 11577 165 193

ol bl L e e N

m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\
Data File : BF119233.D

Acq On > 6 Mar 2020 1:27

Operator : CG/JU

Sample : L1792-09

Misc :

ALS Vial : 17 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... 4.94 7.8 ng 371310 1 6.72 949677 20.0
n-Hexadecanoic acid 11.77 2.6 ng 209795 4 11.24 1636830 20.0
Behenic alcohol 13.75 5.3 ng 292491 5 13.88 1109230 20.0
Squalene 14.70 2.9 ng 138956 6 15.30 960930 20.0
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