LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\
Data File : BF137529.D

Acqg On : 07 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc :

ALS vial : 5 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137529.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.257 24 29 34 rVB 81233 115208 1.27% 0.209%
2 2.381 44 50 56 rBvV 74264 103466 1.14% 0.188%
3 5.157 518 522 534 rBV 205687 340312 3.74% 0.619%
4 5.534 581 586 589 rBV 6414535 6631705 72.97% 12.054%
5 6.510 747 752 755 rBV 5413731 6987674 76.88% 12.701%

6 6.863 809 812 830 rBV 1605970 1546193 17.01% 2

7 7.428 903 908 911 rBV 4321515 4458823 49.06% 8.104%

8 8.139 1025 1029 1047 rBV 2268810 2165815 23.83% 3

9 9.222 1207 1213 1216 rBV 7931649 7751403 85.29% 14.089%
9.898 1323 1328 1344 rBV 2847245 2562710 28.20%

IN
o)
vl
0
R

11 10.692 1459 1463 1492 rBV 4505075 5167842 56.86%
12 11.392 1578 1582 1605 rBV 2998167 2731990 30.06%
13 12.668 1795 1799 1802 rBV 110771 94536 1.04%
14 12.821 1822 1825 1832 rVB 334624 271502 2.99%
15 13.004 1850 1856 1859 rBV 8885853 9088548 100.00% 16.

(ORI ORE o)
O
(o))
(o))
R

[e)}
(%)
iy
o
R

16 13.533 1943 1946 1952 rBV 212232 201651  2.22%
17 14.057 2031 2035 2047 rBV 2106223 2130794 23.44%
18 14.874 2169 2174 2178 rBV 102084 111849  1.23%

NOO WO
N
]
w
R

19 15.239 2232 2236 2242 rVB 117896 133782 1.47% 243%
20 15.592 2290 2296 2303 rBV 1050630 1551844 17.07% 821%
21 15.656 2303 2307 2315 rVB 129051 205651 2.26% ©.374%
22 16.145 2384 2390 2401 rBV2 103674 193354 2.13% 0.351%
23 16.715 2480 2487 2496 rBV 89800 180474 1.99% 0.328%
24 17.392 2595 2602 2611 rVB3 60611 148475 1.63% ©.270%
25 18.197 2731 2739 2749 rVB4 48777 142718 1.57% ©.259%

Sum of corrected areas: 55018319
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Mar 2024 14:41
¢ CG\JU
: PB159489BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030724\
BF137529.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF137529.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\
Data File : BF137529.D

Acqg On : @7 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.157 4.40 ng 340312 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 522 (5.157 min): BF137529.D\data.ms (-518) (-) m/z 43.05 100.00%
43.0
5000
R RAaEREEE
10?'1 4.80 5.00 5.20 5.40
ol 2010 /7 590106 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L AL BRI B I
4.80 5.00 5.20 5.40
m/z 101.10  16.49%
‘L 101.0
0 \\\‘\“\H\\“H}\\W‘\\.\\“f\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
A maa L R
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.29%
31.0“ J“{ 101.0
) —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- RN R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.41%
5000
101.0
31.0‘H
0 b et et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\
Data File : BF137529.D

Acqg On : @7 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.821  2.55ng 271502 Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C2oH@02 000111-06-8 91

031158-91-5 83
000110-34-9 50
040482-05-1 35
062338-30-1 35

2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002
3 Hexadecanoic acid, 2- methylpropy... 312 C20H4002
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2
5 Cyclobutane, 1,1-dimethyl-2- octyl- 196 C14H28

Abundance Scan 1825 (12.821 min): BF137529.D\data.ms (-1822) (- m/z 56.05 100.00%

56.0
5000
257.3

97.1 1250 1300
\\MHMMM L, Nl% 832‘ 312. .
VSN | 9 R R ke S o320 m/z 57.05  52.13%

miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0

5000
1250 1300
m/z 43.05 41.17%
L

0 257.0
ol ! h H“ I m ‘ 2202100 “L‘ _—
miz--> 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

1250 1300
5000 m/z 41.05 38.70%

97.0 12 257.0

. ‘\ h uhh H\\ m \h \ I ‘18‘\5‘0‘ S— \“ ‘ \“ —— :‘31“2‘(
miz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester

56.0 12 50 13 00
m/z 55.05 29.67%

5000
257.0
97.0 129.0
| ‘\ L0 amo 2130 ‘ 312.(
fo L il Al \\n pull s g | L

m/z--> 50 100 150 200 250 300 1250 1300

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\

Library Search Compound Report

Data File : BF137529.D

Acqg On : @7 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Eicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.656 2.65 ng 205651  Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2307 (15.656 min): BF137529.D\data.ms (-2303) (- m/z 57.10 100.00%
7.1

5
5000

T
15.50 16.00

7.2197.2
o‘Hm“‘J‘«ﬁwww???’:9_HwHH‘HHw‘_m_wm m/z 71.10  70.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176384: Eicosane
57.0
5000 p Zee
15.50 16.00

m/z 43.05 62.41%

7.0
A 070 2620
‘HH‘HH‘\HT‘HH’HH‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0

—
15.50 16.00
5000 m/z 85.05 47.97%

o

o L1111 1#70197.0 2810 3940
AL 90 2810 0

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane Ty
57.0 15.50 16.00
m/z 55.10  24.31%

B W
27.0
J 197.0267.0337.0407.0 491.0562.0

0“w‘_‘HWL#%p\m,H‘W‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H‘H‘

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

8270-BF022924.M Fri Mar 08 10:30:21 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\
Data File : BF137529.D

Acqg On : @7 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.145 2.49 ng 193354  Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2390 (16.145 min): BF137529.D\data.ms (-2384) (- m/z 57.05 100.00%

57.0
5000

9.1 L - L —

16.00 16.50
ol “wm‘l‘ w“h‘“‘ pifhh, 2011 zes0 m/z 71.85 66.42%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 —— e
16.00 16.50

m/z 43.05 49.98%

9.0
\‘ \L‘ L H‘ | %4?‘9183022502680
\\\‘\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T
16.00 16.50

o

5000 m/z 85.10 48.83%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T =
57.0 16.00 16.50

m/z 55.05 23.98%

B uw
| ‘\

Hh‘ | \\ 1 141.0183.0225.0267.0309.0 367.0

Oh bt b g TR R TE TT — —
miz--> 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\BF@30724\
Data File : BF137529.D

Acqg On : @7 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.715 2.33 ng 180474  Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2487 (16.715 min): BF137529.D\data.ms (-2480) (- m/z 57.10 100.00%

57.1
5000

T
16.50 17.00

o e oy e 70
mi/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 R —
16.50 17.00

m/z 43.05 58.28%
‘\‘

9.0
A u‘ | %91830 2540
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0

T
16.50 17.00

o

5000 m/z 85.10 53.68%
9.0
olo L1 | 140183.02250267.0300.03520
e
mlz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- e -
57.0 16.50 17.00

m/z 55.00  23.60%

5000
9.0
| “ uh

ol | | 141.0183.0225.0267.0300.0 365.0
m_H_m_m_m_m_m‘mw —_ -

m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30724\
Data File : BF137529.D

Acqg On : 07 Mar 2024 14:41
Operator : CG\JU

Sample : PB159489BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-... 5.157 4.4 ng 340312 1 6.863 1546190 20.0
Hexadecanoic ac... 12.821 2.5 ng 271502 5 14.057 2130790 20.0
Eicosane 15.656 2.6 ng 205651 6 15.592 1551840 20.0
Nonadecane 16.145 2.5 ng 193354 6 15.592 1551840 20.0
Octadecane 16.715 2.3 ng 180474 6 15.592 1551840 20.0
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