LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc :

ALS vial : 7 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138696.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 15 21 29 rVB 703628 1579062 56.81% 8.993%
2 5.069 499 506 528 rVB 779353 1235621 44.45% 7.037%
3 5.475 570 575 593 rBV 1184756 1544568 55.56% 8.797%
4 5.651 600 605 614 rVB2 56230 87559  3.15% ©0.499%
5 6.098 676 681 688 rBV 102188 137203 4.94% 0.781%

6 6.481 740 746 759 rBV 1211264 1616865 58.17% 9
7 6.840 802 807 812 rBV 352288 450835 16.22% 2
8 6.998 829 834 850 rvB 111205 145006 5.22% ©.826%
9 7.404 897 903 909 rBV 1134139 1582057 56.91% 9
8.122 1020 1025 1030 rVB 479504 609657 21.93% 3

11 9.198 1201 1208 1213 rBV 2100726 2779785 100.00% 15.832%
12 9.875 1318 1323 1336 rVB 552031 686664 24.70%  3.911%
13 10.663 1452 1457 1470 rBV 707791 938735 33.77% 5

14 11.363 1571 1576 1581 rBV 579663 706745 25.42%  4.025%
15 12.951 1840 1846 1851 rBV 1848520 2462450 88.58% 14.024%

16 13.998 2019 2024 2035 rBV 311084 409269 14.72% 2.331%

17 15.463 2267 2273 2286 rVB 247125 403856 14.53% 2.300%

18 15.910 2343 2349 2357 rBvV 28770 48744 1.75% 0.278%

19 16.410 2428 2434 2442 rVB 29574 52790 1.90% 0.301%

20 16.998 2527 2534 2543 rVB 20651 45600 1.64% 0.260%

21 17.698 2646 2653 2660 rVB2 14969 35269 1.27% 0.201%
Sum of corrected areas: 17558340
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Jul 2024 11:31
: RC/JU
: PB162317BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
BF138696.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

o

Time-->

TIC: BF138696.D\data.ms

6.481
5.475 7.404

2916 5.069

6.840

5651 6.098 6.998

ELLA LA L LA L I L L L L B L L I I L L B B B L B L R R L R R [

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
2000000

1500000

1000000

500000

TIC: BF138696.D\data.ms
9.198

12.951

10.663

11.363
8122 9.875

0
Time-->

—— — T b — — — — — T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

TIC: BF138696.D\data.ms

13.998

15.910 16.410 16.998 17.698

Time-->

T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Cyclohexene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.216 70.05 ng 1579060 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 94
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
3 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
4 C2H5CH=CHCH=CH2 82 CeH1e 000592-48-3 38
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 38
Abundance  Scan 21 (2.216 min): BF138696.D\data.ms (-15) (-) m/z 67.10 100.00%
1.1
54.1
5000 301 821
A e B e
‘ 220 240 2.60
O et el 720U myz 5410 81.36%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 LI L L B B
41.0 82.0 220 240 2.60
27.0 m/z 39.10  39.81%
0 HH‘\\]\_\5‘;(\)\\‘\\\\’}!“‘H\\‘\\}\‘\‘H\’HHH}!\‘HH‘HH“ ‘H‘H\\‘\}\M!\M‘HH‘\H
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
e B e
220 240 260
82.0 -
5000 m/z 82.10 37.15%
41.0
0 S| O T |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl- A EREn e
67.0 220 240 2.60
54.0 m/z 41.10 33.80%
5000
410 82.0
27.0 ‘
o N NS 11| O 1 .1 Y| R S W —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.069 54.81 ng 1235620 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 506 (5.069 min): BF138696.D\data.ms (-499) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R ERENEEREE T
‘ 83.1 4.80 5.00 5.20 5.40
O bl TR S m/z 59.16  58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I A BN
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 16.80%
0 \\\‘\\‘\.\‘\\\?‘T“\.(\)\\“H{\\‘\\}\‘\\\\‘\\\\??;9\‘\\\}‘\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R R R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.83%
101.0
41.0
ol 280 T wll ol 70 B8O |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- “w“‘w“‘w“‘w‘A‘
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.09%
5000 41.0
29.
‘ ‘ 87.0
SR O A PO | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 3 2-Cyclohexen-1-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.651 3.88 ng 87559  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 37
4 2-Butenal, (Z)- 70 C4H60 015798-64-8 35
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 35
Abundance Scan 605 (5.651 min): BF138696.D\data.ms (-600) (-) m/z 70.10 100.00%
70.1
55.0 83.1
5000 39.1 97.1
R ARREEEEEE
“ I ‘ ‘ 5.40 5.60 5.80 6.00
0 m,w_m‘w,m“‘lww MHH‘HWMW‘ m/z 55.00  46.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 39.0 83.0 ,A
70 1 580 97.0 5.40 5.60 5.80 6.00
m/z 83.10 46.86%
0 ’150’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3634: 2-Methylene cyclopentanol
70.0
T AANEEEEEY
41.0 55.0 83.0 5.40 5.60 5.80 6.00
5000 ' 97.0 m/z 39.10 41.36%
27.0
0 , M‘JMM“W“‘W“‘W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- H“_“‘J\‘W“H“‘
56.0 70.0 5.40 5.60 5.80 6.00
410 m/z 41.10  39.74%
5000
27.0
83.0 980
15.0 ‘ /\
0 M,HMwm!_m,“‘m;hu ‘wuu‘l e B AT W
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Cyclohexen-1-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.098 6.09 ng 137203 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 3-Butyn-2-amine, 2-methyl- 83 C5HON 002978-58-7 45
3 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 43
4 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 42
5 1H-Pyrazole 68 C3H4N2 000288-13-1 36
Abundance Scan 681 (6.098 min): BF138696.D\data.ms (-676) (-) m/z 68.10 100.00%
68.1
5000
39.1 96.1
A RAR S R
‘ 55.0 ‘ 5.80 6.00 6.20 6.40
O et 8RO L myz 39.18 28.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 2-Cyclohexen-1-one
68.0
96.0 5.80 6.00 6.20 6.40
40.0 ’ m/z 96.10  27.16%
27.0 ‘ 55.0
0\\‘]\-\5\.(\)‘\\\‘\‘\\\}“‘1\\\‘\‘\‘\\‘\\\“‘\\\\‘\.\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1475: 3-Butyn-2-amine, 2-methyl-
68.0
R EBAREEEEESEE T
420 5.80 6.00 6.20 6.40
5000 : m/z 40.10 21.87%
obreprregrrrpreiler Bl 20
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3167: Bicyclo[3.1.0]hexan-3-one e
68.0 5.80 6.00 6.20 6.40
m/z 42.10 11.32%
39.0 53.0
5000 96.0
27.0
‘ H 81.0
T HN | SN [N | AT MM M SR NS o
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Chlorocyclohexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.998 6.43 ng 145006 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 93
2 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 47
3 Cyclohexanol, 2-chloro-, trans- 134 C6H11Cl10 006628-80-4 47
4 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 32
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 22
Abundance Scan 834 (6.998 min): BF138696.D\data.ms (-829) (-) m/z 57.05 100.00%
57.0
5000
411 80.1 T T T T T
H ‘ ‘ “ 1 1160 134.0 6.60 6.80 7.00 7.20 7.40
0 m,mu;”m“‘ m‘h e = U m/z 80.10  19.64%
m/z--> 20 40 1oo 120 140
Abundance #17287.2-Chmrocydohexano
57.0
5000 | LN R B
6.60 6.80 7.00 7.20 7.40
41.0 80.0 m/z 41.10 18.74%
O T T ’2\ ‘p “H‘ ‘H‘ ‘ \ \“H\ M \‘\9\8‘0\ \1\1\6 ’0\ ]\-3\4\(‘) T
m/z--> 60 80 100 120 140
Abundance #17296.Cyd0hexan0L4—cmon},Uans
| A
B ae e S T a e
6.60 6.80 7.00 7.20 7.40
5000 m/z 70.05 15.99%
41.0 80.0 98.0
o280y Al b o [ 1160 1340
miz--> 20 40 60 80 100 120 140
Abundance #17295: Cyclohexanol, 2-chloro-, trans-
57.0 6.60 6.80 7.00 7.20 7.40
m/z 39.10 15.64%
5000
80.0 134.0
41.0
98.0
N |0 o Nl
| E— e 8 Y A W T 1 NP
m/z--> 20 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 6 Octacosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.910 2.41 ng 48744  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2349 (15.910 min): BF138696.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1
5000
9.1 —
\ | ‘ 2 281.1 16.00
[ ‘H“w\_‘whJm“?"3'9”_”:_‘”_”‘ m/z 43.05 66.33%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 1
16.00
m/z 71.05 56.21%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\Y\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
apn oenl s
16.00
5000 m/z 85.10 47.92%
9.0
olsd L1111 om0 2980
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane AL -
57.0 16.00
m/z 55.05 23.38%
5000
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e ““‘ I B e e e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 7 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.410 2.61 ng 52790  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 2434 (16.410 min): BF138696.D\data.ms (-2428) (- m/z 57.05 100.00%
57.0
5000
9.1 PN
16.50
ob— w‘”‘“‘ L “L‘M taeo IO Wz 71.10 56.80%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 NaVasdin ‘K\\‘ TaafnaV
16.50
9.0 m/z 43.05 55.60%
015 wL\ uh\ u‘\w “‘\‘ h‘ }4%9 ]\'8:\39 ?250 267.0309.0 380(
L \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
16.50
5000 m/z 85.10 43.39%
‘ 9.0
41.0
oS8 L 1L H#10mm0ms0 2050
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane L M Oy
57.0 16.50
m/z 41.10 19.71%
5000
9.0
ol 111111 1410183.02250267.03000 367.0
A S e e ——
m/z--> 50 100 150 200 250 300 350 16.50

8270-BF073024.M Thu Aug 01 17:24:36 2024 Page: 9



Data Path : Z:

Data File : B

Acqg On 3
Operator : R
Sample H
Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
F138696.D

1 Jul 2024 11:31

C/3u

B162317BL

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 8 Pentacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.998 2.26 ng 45600  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 (C25H52 000629-99-2 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2534 (16.998 min): BF138696.D\data.ms (-2527) (- 57.10 100.00%
57.1
1700
1.2207.0 281.0
o‘HH‘_“‘J‘“w‘H,u‘H_m_HwHH‘HHw‘_m_wm 43.05  59.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000
1700
m/z 71.05 53.51%
. l‘ [\[F[0197.0067.0 3800
‘\\\\ \\ff}\fT \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100150200250300350400450500550600
Abundance #262013: Pentacosane
57.0
A vl Innponcy
17.00
5000 ITI/Z 85.10 42 .38%
O\HMZ}N?&O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane o, Ay A
57.0 17.00
m/z 55.00 23.20%
5000
o \HH 27.0197.0267.0337.0407.0 491.0562.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138696.D

Acqg On : 31 Jul 2024 11:31
Operator : RC/JU

Sample : PB162317BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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|
Cyclohexene 2.216 70.0 ng 1579060 1 6.845 450835 20.0
2-Pentanone, 4-... 5.069 54.8 ng 1235620 1 6.845 450835 20.0
2-Cyclohexen-1-0l 5.651 3.9 ng 87559 1 6.845 450835 20.0
2-Cyclohexen-1-one 6.098 6.1 ng 137203 1 6.845 450835 20.0
2-Chlorocyclohe... 6.998 6.4 ng 145006 1 6.845 450835 20.0
Octacosane, 2-m... 15.910 2.4 ng 48744 6 15.463 403856 20.0
Heptacosane 16.410 2.6 ng 52790 6 15.463 403856 20.0
Pentacosane 16.998 2.3 ng 45600 6 15.463 403856 20.0
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