Data Path
Data File :
Acqg On
Operator
Sample
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ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

BP005280.D

Parameters:
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tion: 5

: 13 Apr 2021 11:03
: CG/JU
: PB135663BL

: 3  Sample Multiplier: 1

rteint.p

: TIC: BP@O5280.D\data.ms

peak R.T. first max 1

# min

6 12.951
7 14.334
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9 17.098
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14 21.322
15 21.880

16 22.516
17 23.468
18 24.015
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LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

PK  peak corr. corr.
TY height area % max.
rvB 1355520 1944695 62.47%
rvB 1076065 1689313 54.27%
rvB 180408 273891 8.80%
rBV 615947 981692 31.54%
rBV 183493 304185 9.77%
rBvV 1269024 1788514 57.46%
rBV 267205 394624 12.68%
rBv 1027567 1452088 46.65%
rBv 356218 494697 15.89%
rBv 435020 791340 25.42%
rBv2 259057 480058 15.42%
rBvV 2753004 3112858 100.00%
rBV 433357 549296 17.65%
rBV5 34040 73302  2.35%
rBvV3 43682 76388  2.45%
rvB4 44596 121654 3.91%
rBV 246650 474149 15.23%
rve3 63475 147287 4.73%
of corrected areas: 15150031
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005280.D\data.ms
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Abundance TIC: BP005280.D\data.ms
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Abundance TIC: BP005280.D\data.ms

2500000
2000000
1500000
1000000

21.204
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.010 31.99 ng 791340  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 2537 (18.010 min): BP005280.D\data.ms (-2525) (-  m/z 73.05 100.00%

73.0
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213.3 = i
Lo,
ob AMMALELPO L Ly 2811 3551 ad7s  sa6¢ . cq 95 6o.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107547: n-Hexadecanoic acid
43.0
5000 =
18.00
129.0 256.0 m/z 41.05 55.95%
O‘\\‘\‘“H! \Jm\li‘}\h\\“’\\"l\}?\?.\p\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
T [
18.00
5000 ITI/Z 55.05 54.28%
‘ 143.0 242.0
o Ll .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid =
73.0 18.00
m/z 43.10 54.00%
5000
171.0
0151-‘% mﬂﬂ\‘w‘ Sl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.245 17.48 ng 480058 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 35

Abundance Scan 2747 (19.245 min): BP005280.D\data.ms (-2740) (-  m/z 73.10 100.00%

5000 VMMNWWMWJ\WNWWNWMAW
2413 —r e
HI\ 171 \ 19.00 19.50
0l “Jum%_m ik 355:3415647535353  n/7 60.05  69.30%
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43.0
5000 1290 U U
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’ 284.0 m/z 43.05 64.91%
O‘\\"\ " Hh“hll“ll“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
e —
19.00 19.50
5000 ITI/Z 55.10 62.65%
143.0 242.0
M1V
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid = —
73.0 19.00 19.50
m/z 57.05 62.53%
5000
L 228.0
el |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.322 2.67 ng 73302 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 89
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 81
4 Hexatriacontane 507 C36H74 000630-06-8 78
5 Nonadecane 268 C19H40 000629-92-5 76

Abundance Scan 3100 (21.322 min): BP005280.D\data.ms (-3095) (-  m/z 57.05 100.00%
57.0

2100 2150
401.1 . | : '
0k 4893847 n/z 71.05  90.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
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5000 — —
21.00 21.50
m/z 85.10 74.60%
oL L0 om0 zsm0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116707: Decane, 1-iodo-
85.0
P P
21.00 21.50
5000 m/z 43.05 64.05%
27,0, | 1%5-0 268.0
O R S Sa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 21.00 21.50
m/z 55.10 32.39%
h MW
ol L IO 2110 2060 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.880 2.78 ng 76388 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Heneicosane 296 C21H44 000629-94-7 80
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 72
4 Hexadecane 226 C16H34 000544-76-3 59
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 50

Abundance Scan 3195 (21.880 min): BP005280.D\data.ms (-3192) (-  m/z 57.05 100.00%
57.0

-

5000
P 2150 2200
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— ——
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| ‘ ‘ L Jllﬁ'o 197.0  296.0

-

0 R A e e e e e e e
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Abundance #194500: Docosane, 11-butyl- “ ‘
57.0 21.50 22.00
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3
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[ [F70 2100 30903679

Ly [

[ R e e e e e o R R SR RN — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.516 5.13 ng 121654 Perylene-di2 23.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Docosane, 11-decyl- 451 C32H66 055401-55-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane 282 (C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 3303 (22.516 min): BP005280.D\data.ms (-3298) (- m/z 57.10 100.00%
57.1

2 ﬂmMmf\wwM/\Nwwjxmmww
191.1 5556
127.1 2% 267.1 :
oJ"“\‘mmuu'\356'2416'1489'4546-‘ m/z 71.05 89.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 —— |
22.50
m/z 85.10  65.44%
o L2270 1970 2670 3800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227196: Docosane, 11-decyl-
43.0
U \
22.50
5000 ITI/Z 43.05 57.07%
309.0
ol LU0 990 2520 || song sz
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- T
57.0 22.50
m/z 55.05 26.41%
h /kwMMA%mewﬂNWWMJ\MwWW/
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.015 6.21 ng 147287 Perylene-di2 23.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Eicosane 282 C20H42 000112-95-8 83
3 2-methyloctacosane 408 C29H60 1000376-72-8 83
4 Docosane 310 C22H46 000629-97-0 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 3558 (24.015 min): BP005280.D\data.ms (-3554) (-  m/z 57.10 100.00%
57.1
‘ 2072 é4b6
41.2 28213421 :
o Hs},‘u‘ Wi Jiprh w‘ i o A022 47635372 /7 71,10 86.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 — :
24.00
m/z 85.10 70.16%
O‘\\\\\’\J\‘\\“]-\Az\zfo‘\\179\8\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
T \
24.00
5000 m/z 43.10 43.10%
|| 770 1070 2820
0“ﬂs,‘u‘JHL‘WNuu_“w“H“‘H“H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T ‘
57.0 24.00
m/z 69.10 28.76%
- NNM/\J\N\MVWW
0 ! \‘\1“170\\1‘9702670 3650
A e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5280.D

Acqg On : 13 Apr 2021 11:03
Operator : CG/JU

Sample : PB135663BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : 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|
n-Hexadecanoic ... 18.010 32.0 ng 791340 4 17.098 494697 20.0
Octadecanoic acid  19.245 17.5 ng 480058 5 21.204 549296 20.0
Heneicosane 21.322 2.7 ng 73302 5 21.204 549296 20.0
Eicosane 21.880 2.8 ng 76388 5 21.204 549296 20.0
Heptacosane 22.516 5.1 ng 121654 6 23.468 474149 20.0
Tetradecane 24.015 6.2 ng 147287 6 23.468 474149 20.0
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