LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 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\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 2.869 9 14 22 rBv2 26029 46753 2.50% 0.370%
2 2.946 22 27 38 rvB 202158 262897 14.07% 2.082%
3 4.793 337 341 348 rBV 152859 210795 11.28% 1.669%
4 5.257 414 420 430 rBV 609793 872566 46.70% 6.910%
5 6.828 680 687 697 rBV 642239 1039308 55.62% 8.230%
6 7.169 738 745 757 rBV 624994 982334 52.57% 7.779%
7 7.628 817 823 833 rVB 167445 256615 13.73% 2.032%
8 7.945 870 877 885 rBV 489477 760434 40.70% 6.022%
9 8.775 1010 1018 1031 rBV 383172 636536 34.07% 5.041%
10 10.404 1287 1295 1311 rBvV 176853 308925 16.53% 2.446%

11 12.892 1710 1718 1735 rBV 852554 1254723 67.15% 9.936%
12 13.739 1856 1862 1875 rBV 60208 93628 5.01% 0.741%
13 14.274 1947 1953 1963 rBV2 267613 402018 21.52% 3.184%
14 15.774 2202 2208 2224 rBV 705761 1032733 55.27% 8.178%
15 17.039 2417 2423 2435 rBV 339415 485209 25.97% 3.842%

16 17.968 2576 2581 2596 rBV2 39381 74944 4.01% 0.593%
17 19.627 2857 2863 2876 rBV 1544293 1868546 100.00% 14.797%
18 20.886 3073 3077 3084 rBvV 178651 287112 15.37% 2.274%
19 21.145 3115 3121 3131 rBV 361881 506553 27.11% 4.011%
20 21.321 3148 3151 3155 rVB 39859 42445 2.27% 0.336%

21 21.762 3222 3226 3234 rVB 70892 101482 5.43% 0.804%
22 22.227 3301 3305 3310 rVB 93411 119580 6.40% 0.947%
23 22.739 3388 3392 3397 rVB 106284 146885 7.86% 1.163%
24 23.315 3485 3490 3494 rBV 99392 156079 8.35% 1.236%
25 23.368 3494 3499 3507 rVB 231666 414132 22.16% 3.280%

26 23.968 3596 3601 3608 rVB2 88865 175902 9.41% 1.393%
27 24.727 3725 3730 3737 rVB 43994 88613 4.74% 0.702%

Sum of corrected areas: 12627747
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator : JU

Sample : L1148-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.95 20.49 ng 262897 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 4-Penten-2-ol. acetate 128 C7H1202 1000352-31-5 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (2.952 min): BP001637.D (-22) (-) m/z 73.05 100.00%
3 h
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 ,L . .|.1??.1.3.4 173207 253281309 357 410 461 505 549 m/z 43.00 53.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.05 32.74%
o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 41 m/z 87.10 27 .46%
0 112
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.05 16.60%
43 $
5000
Olﬂ
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30 3.40

8270-BP010820-M Fri Jan 17 11:40:44 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 16.43 ng 210795 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23

Abundance Scan 341 (4.793 min): BP001637.D (-337) (-) m/z 43.00 100.00%
a3
5000
101 440 460 480 500 520
ol A73 | 156189221251261 314342370 404432462491 525 m/z 59.00 51.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI AR SRR L

440 4.60 4.80 5.00 5.20
m/z 101.10 14.56%

15 ‘ 101
o,ﬁwi“..ﬂ..”,.”. R B e RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
T
4.40 4.60 480 5.00 5.20
5000 m/z 58.00 12.40%
101
O T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8346: 2-Hexanol, 2-methyl-
59 4.40 4.60 480 5.00 5.20
m/z 41.00 9.68%
5000
101
0 i \‘H L \

—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 unknown7.17 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.17 76 .56 ng 982334 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 745 (7.169 min): BP001637.D (-738) (-) m/z 132.00 100.00%
132
68
5000
40 96 R N R I

6.80 7.00 7.20 7.40 7.60
o 161191221249 281 312342370 401430 472 527 m/z  68.10 53_.93%

mﬁwﬁwﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ||/}|||||||||||||||||||
6.80 7.00 7.20 7.40 7.60
m/z 65.95 43.40%
0,.Jhﬂmk.ﬂ. .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 132
e e S RN S
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.87%
27 91
O T e T e e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L e R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 25.82%
5000
281 63) |]-04
O e e e e T R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.97 3.09 ng 74944 Phenanthrene-d10 17.04
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Isopropyl palmitate 298 C19H3802 000142-91-6 59

Abundance Scan 2581 (17.968 min): BP001637.D (-2576) (-) m/z 43.00 100.00%

256 17,60 17.80 18.00 18.20

o 285 339370399 445477 509 548

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

m/z 73.00 87.27%

8

5000 LA L L L LB L
17.60 17.80 18.00 18.20
)
157185213 256 m/z 60.00 79.59%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
17.60 17.80 18.00 18.20
5000 129 m/z 55.00 78.34%
199
101 = 157 242
0 15
T L B o o o N B e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid O R e B
43 73 17.60 17.80 18.00 18.20
m/z 41.00 75.09%
5000
J 129 171 214
1
Ol 'Eﬁﬂw.,”...k....” e A i AAs
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18.20

8270-BP010820.-M Fri Jan 17 11:40:45 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Heptadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.89 11.34 ng 287112 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3078 (20.892 min): BP001637.D (-3073) (-) m/z 43.10 100.00%
43
83
5000
1 U AU U B
163 20.60 20.80 21.00 21.20
VYT ,”' Ayl 196 239 284 328395385 429460 504838 | 75 5705 94.20%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185169: Heptadecyl! trifluoroacetate
57
5000 IR AR IR
20.60 20.80 21.00 21.20
29 125 m/z 55.05 88.45%
0 | \‘ i “ H‘ ‘H ‘\ \\154182210238 283 334
mz-> 0 50 100 150 200 250 360 350 400 450 500 550
Abundance
57
97 U AU U BN
20.60 20.80 21.00 21.20
5000 m/z 83.10 61.91%
0 154182210 255 356
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate
57 9 20.60 20.80 21.00 21.20
m/z 41.10 60.26%
5000
125
L7 5318291238266 311 362 MLK
mz-> 0 50 100 150 200 250 300 3%0 400 450 500 550 20.60 20.80 21.00 21.20

8270-BP010820-M Fri Jan 17 11:40:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.76 4.01 ng 101482 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
5 Tricosane 324 C23H48 000638-67-5 87

Abundance Scan 3226 (21.762 min): BP001637.D (-3222) (-) m/z 57.05 100.00%

57
5000 P

21.40 21.60 21.80 22.00

113141169197 239267295 328357 388416443 476 515 549

0.”.,.”.,L..,”............”,.”.,.”.,”..“..w. m/z 43.10 76.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 LA L L L L L L
85 21.40 21.60 21.80 22.00
29 m/z 71.05 54 _.72%
0 \‘ A ‘ “\ ] \‘1:}3\14‘.1‘169197225253282
e T T [ T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
T T T T T T T
21.40 21.60 21.80 22.00
5000 a5 m/z 85.05 37.29%
29
o 113141169197 240
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- R e e
57 21.40 21.60 21.80 22.00
m/z 41.05 27 .58%
5000 85
28
| 13 15510 310
O L L e o o e I e o R e S EEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00

8270-BP010820-M Fri Jan 17 11:40:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 9 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.23 4.72 ng 119580 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 90

Abundance Scan 3306 (22.233 min): BP001637.D (-3301) (-) m/z 57.05 100.00%

57
5000 85

22.00 22.20 22.40 22.60

113
1141169197225 267 309 343369 401429 476503 536

oA A S T o e e m/z 43.10 72.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 TTTT TT T T[T T 1T TTT T[T TT

22. OO 22. 20 22. 40 22. 60
m/z 71.10 49 _49%

o 1} m\ﬂq }?1}69197 2:“39267294323352
e . ST T
miz--> 50 100 150 200 250 300 350 400 450 500 580
Abundance
43
T R
71 22.00 22.20 22.40 22.60
5000 m/z 85.05 37.61%
99 196
o 127185 | 225252280
e B o o e = T SR
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- T T T
57 22.00 22.20 22.40 22.60
m/z 41.05 24 _.97%
5000 85
13 154
0 | 1183211239 281
e e = o S T e i
miz--> 50 100 150 200 250 300 350 400 450 500 550 22100 22.20 22.40 22.60

8270-BP010820.-M Fri Jan 17 11:40:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 10 Nonacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.74 7.09 ng 146885 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 94
3 Hentriacontane 437 C31H64 000630-04-6 93
4 Nonacosane 408 C29H60 000630-03-5 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3392 (22.739 min): BP001637.D (-3388) (-) m/z 57.05 100.00%

55

5000 85
113 22.40 22.60 22.80 23.00
141169 207 282
Obrd b L [L 1169, 207239 282 304351 401431461493523 | 7, 43.05  75.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 LA I L L L L L |
85 22.40 22.60 22.80 23.00
29 m/z 71.05 61.01%
0 \‘ A ‘ “\ ] \‘1:}3\14‘.1‘169197225253282
B R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
P T T T
22.40 22.60 22.80 23.00
5000 g5 m/z 85.10 41.52%
29
o 113141169197225253281309337365394
i e B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane e AR
22.40 22.60 22.80 23.00
m/z 41.05 25.06%
5000

113
‘ 141169197225253280309 351379407436
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

r
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 11 Tetradecane, 4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.32 7.54 ng 156079 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Hexadecane 226 C16H34 000544-76-3 70
Abundance Scan 3491 (23.321 min): BP001637.D (-3485) (-) m/z 57.05 100.00%

5000 85

%

23.00 23.20 23.40 23.60

| [F13141169197225 264295 342 372401430 459487516545

(I B B i a2 o SRAL e m/z 43.05 67.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83033: Tetradecane, 4-ethyl-
43
5000 71 L L L

23.00 23.20 23.40 23.60
m/z 71.05 53.85%

\‘127155 197206

0...‘,‘“ e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e R e e
23.00 23.20 23.40 23.60
5000 85 m/z 85.05 38.82%
29
o 112141 193
L B L L B e B e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane ERARREEEEEET e
23.00 23.20 23.40 23.60
m/z 55.00 24 .39%
5000

| 1131411691972257253282
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23,00 23.20 23.40 23.60

s
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 12 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.97 8.49 ng 175902 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3601 (23.968 min): BP001637.D (-3596) (-) m/z 57.10 100.00%

5000

:

23.60 23.80 24.00 24.20
m/z 43.05 72 .28%

13141

o 191 239 282 325355384 433 475503 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane

5

5000 T

85 23 60 23. 80 24 00 24.20
29 m/z 71.05 53.63%
0 “‘\ || 113141160197225253282
e B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
T T T
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 38.77%
29 113141
o 169197225253281309337 380
B B o L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane A RE S e
23.60 23.80 24.00 24.20
m/z 55.05 22.72%
5000

%

| 13141169197225253281309337365 394
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001637.D

Aca On : 16 Jan 2020 20:24

Operator :© JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 13 Octadecane, 5,14-dibutyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.73 4.28 ng 88613 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 96
2 20.Xi.-Lanosta-7.9(11)-diene-3.b... 458 C30H5003 025116-58-9 93
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3731 (24.733 min): BP001637.D (-3725) (-) m/z 57.10 100.00%
g7
>0 8 M/\f/\\“/\
13 24.40 24.60 24.80 25.00
147 208 282
ol .'l,l.i.i. LIATS 288 SUCSUL3IZ 987 431 475508 849 | s, 43.05  75.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43 71
5000 LARUUAUL IR BUARAS
24,40 24.60 24.80 25.00
9126 m/z 71.10 57.12%
ol M h” M\ h‘955183211239266 3?9336364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
28 71 gg 407
146 24.40 24.60 24.80 25.00
5000 84 270297 327356 440 m/z 85.10 39.15%
T 160 10 200 zbo 50 abo abo 4B 560 5o \_ML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194501: Docosane, 11-butyl- AL mn o UM e
43 24.40 24.60 24.80 25.00

m/z 41.00 22 .42%

5000

%

99 309
| }%7155183 239268 | 337364

o e S .,

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24. 40 24 60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001637.D

Acq On : 16 Jan 2020 20:24

Operator : JU

Sample : L1148-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_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]
Butane, 2-methoxy... 2.95 20.5 ng 262897 1 7.63 256615 20.0
2-Pentanone, 4-hy... 4.79 16.4 ng 210795 1 7.63 256615 20.0
unknown7 .17 7.17 76.6 ng 982334 1 7.63 256615 20.0
n-Hexadecanoic acid 17.97 3.1 ng 74944 4 17.04 485209 20.0
Heptadecyl triflu... 20.89 11.3 ng 287112 5 21.14 506553 20.0
Eicosane 21.76 4.0 ng 101482 5 21.14 506553 20.0
Heptadecane, 9-oc... 22.23 4.7 ng 119580 5 21.14 506553 20.0
Nonacosane 22.74 7.1 ng 146885 6 23.37 414132 20.0
Tetradecane, 4-et... 23.32 7.5 ng 156079 6 23.37 414132 20.0
Octacosane 23.97 8.5 ng 175902 6 23.37 414132 20.0
Octadecane, 5,14-_... 24.73 4.3 ng 88613 6 23.37 414132 20.0
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