LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acqg On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132023.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.999 491 495 514 rBV 233718 403141  7.72%  1.440%
2 5.404 560 564 568 rBV 2795966 3110703 59.53% 11.113%
3 6.428 733 738 741 rBV 2653101 3194438 61.14% 11.412%
4 6.775 794 797 801 rBV 726289 626623 11.99% 2.239%
5 7.357 889 896 899 rBV 1845213 2132635 40.82% 7.619%

.069 1011 1017 1020 rBV 933945 846825 16.21%  3.025%
.151 1194 1201 1204 rBV 4067196 4335067 82.97% 15.486%
.828 1310 1316 1320 rBV 1190499 1075741 20.59%  3.843%
10.628 1446 1452 1455 rBV 2835530 2973388 56.91% 10.622%
10 11.322 1565 1570 1574 rBV 1364912 1209613 23.15% 4.321%

O O

11 12.733 1806 1810 1813 rBV 146754 114976 2.20%
12 12.927 1837 1843 1845 rBV 5005892 5225001 100.00% 18.
13 13.439 1927 1930 1934 rVB 141055 117818 2.25%

OWOoO 0o
N
N
=
R

14 13.974 2017 2021 2025 rBV 1088206 947270 18.13% 384%
15 14.739 2147 2151 2156 rBV 91841 92076 1.76% 329%
16 15.074 2205 2208 2214 rVB 114662 136047 2.60% 0.486%
17 15.445 2265 2271 2280 rVB2 558890 784570 15.02% 2.803%
18 15.880 2340 2345 2350 rBV 105454 154224 2.95% 0.551%
19 16.380 2424 2430 2437 rBV 95683 167037 3.20% 0.597%
20 16.962 2521 2529 2536 rBv2 65386 135996 2.60% 0.486%
21 17.651 2638 2646 2654 rVB3 54272 131212 2.51% 0.469%
22 18.462 2777 2784 2792 rVB5 28912 78274 1.50% 0.280%
Sum of corrected areas: 27992675
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\

BF132023.D
: 11 Jan 2023 14:29
: CG\JU
: PB150096BL
: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.999 12.87 ng 403141  1,4-Dichlorobenzene-d4 6.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 495 (4.999 min): BF132023.D\data.ms (-491) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SSER RS i SR S
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Obeprrrepreetibeerpesblier eyt M/Z 59.00 64.07%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L R B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  21.35%
1) m‘ 83\0
OH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e A RARE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.91%
41.0
27‘0 ‘ 101.0
o} S 1 £
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Ramaa A RARR T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.76%
5000 41.0
o A=Y 126.0 1420
H_‘H_‘H_‘H_‘H‘HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘W‘HW _“w“u“‘u“u“u
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Hexadecanoic acid, 1,1-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.733 2.43 ng 114976  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 92
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
4 2-Isopropyl-3-vinyloxirane 112 C7H120 070777-23-0 35
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30
Abundance Scan 1810 (12.733 min): BF132023.D\data.ms (-1806) (- m/z 56.10 100.00%
56.1
5000
257.1 )\
129.0 i e
5 1711 213.1 ‘ , 1250 13.00
0b——thd J“HRMML o b 3125 s 5700 62.67%
miz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 f T A T A\/\“ \/\ T \/\\
12.50 13.00
‘ m/z 41.00 50.85%
1290 257.0
O . “‘ il ﬂ ‘ \M\ u“ HM \‘mh‘ " ST ‘18‘ ‘O‘ S \‘ ’\“ — ‘3"1“2"(
miz--> 50 100 150 200 250 300
Abundance #214938: Hexadecanoic acid, butyl ester
56.0 j\
f
12.50 13.00
5000 m/z 55.00 42 .13%
257.0
1290
Lo, amoaso | s
oS ww”w‘ - ey A
miz—-> 50 100 150 200 250 300 [\ A
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester t—r—L Pl llops
56.0 12.50 13.00
m/z 43.05 41.67%
5000
257.0
© im0 236 LA
RIE s e N X R W WY
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.439 2.49 ng 117818  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 Butyl myristate 284 (C18H3602 000110-36-1 72
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 38
4 (1-Propylcyclopropyl)methanamine 113 C7H15N 1368512-93-9 27
5 2-Butyl-1-decene 196 C14H28 051655-65-3 27

Abundance Scan 1930 (13.439 min): BF132023.D\data.ms (-1927) (- m/z 55.95 100.00%
56.0
5000 MAN
129.0 2851
185.1 241.2 ‘ . 13 50
0’ ?‘J‘Pw“ww BV EEVESUIE U W ‘3‘49"‘ m/z 62.94%
miz--> 50 100 150 200 250 300
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0 A
5000 o
129.0 1350
' m/z 46.48%
‘ ‘ 1850 2410 340.(
0 \“\ ‘\“‘ \‘ 3 \“‘h\‘} ‘\“ 1 \‘\ “ T \“ “\ ‘\ \H\ T !‘ T
miz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate
56.0
1350
m/z 41.05 46.37%
5000 229.0
‘ ‘ 1290 85.0 ‘ 284.0
ol Mgl |, T
m/z--> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester + — ‘“?NA“ﬁ
56.0 13.50
m/z 55.00 41.27%
5000
285.0
129.0
185.0 241.0 340.(
(o} 3 NW““““““““‘M‘M‘ ] puody
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.739 2.35 ng 92076  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Methyltetracosane 352 (C25H52 001560-78-7 91
5 Tetratetracontane 619 C44H909 007098-22-8 87

Abundance Scan 2151 (14.739 min): BF132023.D\data.ms (-2147) (-} | m/z 57.85 100.00%

57.0
5000

T
14.50 15.00

0 “‘kpﬂh“”‘M%&%?%g%?““%§§§“““““‘ m/z 71.85 67.52%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e P
14.50 15.00

m/z 43.05 59.96%
\L‘

9.0
. | ||| 141.0183.0225.0267.0300.0 3670
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T
14.50 15.00

5000 m/z 85.00 50.75%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
i R N AL S S
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T =
57.0 14.50 15.00

m/z 55.00 24.11%

- M
41.0
ls-q L ‘ “\ h\ h‘ u‘ ]T ) 183 0225 0 296.0 ! .

T T
m/z--> 50 100 150 200 250 300 350 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.074 3.47 ng 136047  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2208 (15.074 min): BF132023.D\data.ms (-2205) (-) | m/z 57.05 100.00%
57.0
- FMAWVV/AmeMwVAMA
9.0 15.00 |
ol “w J w“u““i L0, 21122831 L, 7110 73.47%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 e :
15.00
m/z 43.10 61.39%
LU m | 141018302050 2050 3520
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T I
15.00
5000 m/z 85.05 48 .55%
9.0
0 ‘ \‘\ l Hh\ \h\ ” h %4%? 183 O 225 0 267 O 309 0 367(
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane = ‘
57.0 15.00
m/z 55.00 25.88%
5000
9.0
ol it hd 1 141018302250 267.0 3380
Ly e —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.880 3.93 ng 154224  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2345 (15.880 min): BF132023.D\data.ms (-2340) (- m/z 57.05 100.00%
57.0

-

5000
15.50 16.00
7.01971
o‘HH,‘J‘J‘H‘lfmHw“2?7‘9‘?"’9?HWwa”wwm m/z 71.05 77.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 = e
15.50 16.00
m/z 43.05 58.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— —
15.50 16.00
5000 ITI/Z 85.05 50.27%

ol 1 127:9197.0267.0337.0407.0 491.0 562.0
e o

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0 15.50 16.00
m/z 54.95 25.12%
B JLV\M
oL 1]} 1019702670 3670
_H‘VH‘_‘H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octadecane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.380 4.26 ng 167037  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 2-Methyltetracosane 352 C25H52 001560-78-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2430 (16.380 min): BF132023.D\data.ms (-2424) (- m/z 57.05 100.00%
57.0
o \mewvm\A/\u“xmwfwAA
99.1 - e
16.00 16.50
141.0 1972 |
ol “‘ & ‘h‘ L H LA B0re 2490 S84 Ls 71.10 75.78%
m/z--> 50 lOO 150 200 250 300 350
Abundance #158608: Octadecane, 2-methyl-
57.0
5000 = e
16.00 16.50
99.0 pso0 m/z 43.10 57.66%
O \“‘\ ‘\ “\Hh‘ \‘h‘\ ““ “ }410\ 1\8\3\()‘ T \“\ T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
— ——
16.00 16.50
5000 m/z 85.05 55.36%
99.0
ol LU L1 I 20 1830 2250 267.0 309.0 352
“““ B ann SIS e e
m/z--> 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane = —
57.0 16.00 16.50
m/z 55.10 26.26%
5000
99.0
oL UL | uH | 1410 183.0 225.0 267.0 309.0
““‘ e B e SR — ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acq On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.962 3.47 ng 135996  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 83
3 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2529 (16.962 min): BF132023.D\data.ms (-2521) (- m/z 57.10 100.00%
57.1
17.00
- ““ “‘ hd ‘” Li1 1880 2490 388U, 7100 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 R
17.00
9.0 m/z 43.00 60.01%
oisd L1 114080250 2960
miz--> 50 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo-
57.0
——
17.00
5000 m/z 85.00 49,56%
9.0
oL 0 em0 00 0m10 70
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —
57.0 17.00
m/z 55.00 20.66%
- NN\NMJLMMW
155.0 281.0
ob ‘ A, m ‘ Lo fi 19r02s00° 77 —_—
m/z--> 50 100 150 200 250 300 350 17.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
BF132023.D

Jan 2023 14:29

: CG\JU
: PB150096BL

. 8

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Heptadecane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
17.651 3.34 ng 131212  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 91

Abundance Scan 2646 (17.651 min): BF132023.D\data.ms (-2638) (- m/z 57.10 100.00%
57.1
1750 18,00
412 2069 : :
L e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 s atat
17.50 18.00
9.0 m/z 43.05 60.54%
01\5.\4 ‘\““ ﬂ H‘ ”‘ \“‘ \]“-\4“]—“0\]—\8\3\0‘ T \2\4?‘0\ T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
17.50 18.00
5000 m/z 85.05 53.41%
0 \‘L JLMH M14191830225026703090 367.0
el P T
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T T
57.0 17.50 18.00
m/z 55.00 24.20%
5000
9.0
Ji50 | ||| | 141018302250267.03090 3601
e e — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132023.D

Acqg On : 11 Jan 2023 14:29
Operator : CG\JU

Sample : PB150096BL

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.999 12.9 ng 403141 1 6.775 626623 20.0
Hexadecanoic ac... 12.733 2.4 ng 114976 5 13.974 947270 20.0
Octadecanoic ac... 13.439 2.5 ng 117818 5 13.974 947270 20.0
Hexacosane 14.739 2.4 ng 92076 6 15.439 784570 20.0
Pentacosane 15.074 3.5 ng 136047 6 15.439 784570 20.0
Heptacosane 15.880 3.9 ng 154224 6 15.439 784570 20.0
Octadecane, 2-m... 16.380 4.3 ng 167037 6 15.439 784570 20.0
Heneicosane 16.962 3.5 ng 135996 6 15.439 784570 20.0
Heptadecane 17.651 3.3 ng 131212 6 15.439 784570 20.0
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