LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc :

ALS vial : 9 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135356.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.993 490 494 506 rVB 73338 97654 3.47% 0.466%
2 5.393 557 562 578 rBV 2769324 2814961 99.91% 13.422%
3 6.034 667 671 674 rVB 266928 228993 8.13% 1.092%
4 6.404 729 734 741 rBV 2652831 2817536 100.00% 13.434%
5 6.757 790 794 803 rVV 1040033 829548 29.44%  3.955%

6 6.828 803 806 810 rw 72099 66319 2.35% o

7 6.869 810 813 818 rVB 35640 30247 1.07% ©

8 7.322 885 890 893 rBV 1993380 1785814 63.38% 8.515%

9 8.034 1007 1011 1015 rBV 1226478 1052177 37.34% 5
9.116 1190 1195 1198 rBV 3149715 2798804 99.34% 13.

11 9.234 1211 1215 1219 rBV 37770 39893 1.42%
12 9.792 1306 1310 1322 rVB 1325497 1113451 39.52%
13 10.586 1441 1445 1461 rBV 1546911 1497394 53.15%
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14 11.280 1560 1563 1567 rBV 1072669 1011675 35.91% 824%
15 11.351 1570 1575 1581 rVB5 33163 37882  1.34% 181%
16 11.822 1651 1655 1663 rBV2 125703 161580 5.73% ©.770%
17 12.610 1786 1789 1795 rBV5 25696 44663 1.59% 0.213%
18 12.880 1831 1835 1838 rBV 1959562 1744520 61.92%  8.318%
19 13.116 1872 1875 1878 rBV 45905 40171 1.43% 0.192%
20 13.369 1913 1918 1924 rBV 599710 569410 20.21% 2.715%
21 13.457 1929 1933 1936 rVV2 59757 66922 2.38% 0.319%
22 13.792 1987 1990 1993 rBV 70944 58700 2.08% 0.280%
23 13.939 2011 2015 2019 rBV 716895 649250 23.04%  3.096%
24 14.110 2041 2044 2047 rVB 95741 80482 2.86% 0.384%
25 14.416 2093 2096 2099 rBV 95523 87806 3.12% 0.419%

26 14.721 2145 2148 2153 rBV 107493 110072 3.91%
27 15.057 2202 2205 2210 rVB 99029 116855 4.15%
28 15.410 2260 2265 2268 rBV 656126 776557 27.56%
29 15.874 2341 2344 2349 rBV 88417 122885 4.36%
30 16.392 2428 2432 2437 rVB3 75332 120854 4.29%
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Sum of corrected areas: 20973075
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Sep 2023 14:30
¢ CG\JU
. 04351-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
BF135356.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF135356.D\data.ms

5.393
6.404

7.322

6.757

6.034

4.993

Time-->

A
LR LA L L L L L L L L I L L L L L B L L L L L L B L I L L B L B I B I

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135356.D\data.ms
9.116

12.880

10.586

8.034 9.792

11.280

0
Time-->

ng% 11.351 11'86 12.610 13.116

—T T T I e e e e A A e e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135356.D\data.ms

13.939 15.410

5l14.110 14.416 14.721 15.057 15.874 16.392

457 13.79

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T 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\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10
R.T. EstConc Area Relative to ISTD R.T.
4.993 2.35 ng 97654  1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 494 (4.993 min): BF135356.D\data.ms (-490) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 ‘\\\\‘\\\\‘\\\\‘\\\\/‘L‘\‘\l
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Otrrrrrrrrprrrr et et e e M/z 59,08 57.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AN
5000 I L LU B
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 17.56%
O \\\‘\\‘\.\‘\\\?“]I\.\O\\“Hi\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
Raaas e Raman R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.25%
410 101.0
ol 150 270 71.0 830
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
57.0
5000
20.0 101.0
o 20 bl mo o | et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search

\Data\BF092023\

5 POINT CALIBRATION

Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M

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 (1S)-2,6,6-Trimethyl

bicyclo... Concentrat

ion Rank 2
R.T.
6.757

CASH# Qual

007785-26-4 94
007785-70-8 94
000508-32-7 91
000080-56-8 91

R.T. EstConc Area Relative to ISTD
6.034 5.52 ng 228993 1,4-Dichlorobenzene-d4
Hit# of 5 Tentative ID MW MolForm

1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16

2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16

3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleH1l6

4 .alpha.-Pinene 136 C1OH16

5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16

004889-83-2 91

3.

Abundance Scan 671 (6.034 min): BF135356.D\data.ms (-667) (-)
3.1

m/z 93.10 100.00%

5000

m/z-->

5000
77.0 A
41.0 A RERERE AT A
H ‘ 1211 o) 5.80 6.00 6.20 6.40
O “ W'?u“e ‘ ““‘ b LR s o116 39.92%
miz--> 20 100 120 140
Abundance #18189: (lS) 2,6,6- Tr|methy|b|cyc|o[3 1.1]hept-2-ene
93.0
5000 L B I L B LR L
5.80 6.00 6.20 6.40
41.0 77.0 1210 m/z 92.05 33.907%
0 56 I ‘ 1| 1880
O LI ‘ \ \ T ‘ ‘\ T T \ \ T “ T T T T ‘ \“\ T T ‘ T T T 1 ‘ T
m/z--> 20 100 120 140
Abundance
93.0
S R SR AR AR
5.80 6.00 6.20 6.40
5000 m/z 77.00 28.84%
0 o 121.0
41. .
0 15.0 56.0 136.0
e e o B e S
miz--> 20 40 60 80 100 120 140
Abundance

#18217: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93.0

41.0 77.0 121'0136 0
H\ b H\‘ H\\ L ‘

5.80 6.00 6.20 6.40

m/z 79.10  24.36%

60 100 120 140

Vil
L L L B I B

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.822 3.19 ng 161580  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 1655 (11.822 min): BF135356.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
— —
‘ 1711 2131 256.1 11.50 12.00
Olrrrrrroli m/z 60.00 92.78%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
97.0 157015502130 2560 m/z 73.00 91.89%
O \H‘HH“}‘HH!H \H‘H‘H\‘\\‘}‘h‘“\\”‘M\“\‘H‘\H\‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
43.0 e [
11.50 12.00
5000 129.0 m/z 57.00  77.55%
185.0
228.0
101.0
0 15.0 157.0
T T o e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid T T
2
43.0 73.0 11.50 12.00
m/z 55.05 70.24%
5000 129.0
171.0
214.0
0150? - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.368 17.54 ng 569410 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Hexadecanamide 255 C16H33NO 000629-54-9 56
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 50
Abundance Scan 1918 (13.369 min): BF135356.D\data.ms (-1913) (- m/z 59.00 100.00%
59.0
5000 k
50 1950
98.0 . .
40.1
ol Matiy 190 1841 2382 2811 . 7519 52.95%
miz--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (2)-
59.0
5000 — -
13.00 13.50
m/z 55.05 37.98%
oL 10 || 140 1540 1080 20 M0
miz--> 50 100 150 200 250 300
Abundance
59.0
— ——
13.00 13.50
5000 m/z 41.10 31.56%
0L, 270 950 1280 1700 2120 2550
T e T T
m/iz--> 50 100 150 200 250 300
Abundance #74752: Dodecanamide = T
59.0 13.00 13.50
m/z 43.05 25.73%
0 27\\'0‘”\ ) 1140 156.0 199.0
— 7 P
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.457 2.06 ng 66922  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
Abundance Scan 1933 (13.457 min): BF135356.D\data.ms (-1929) (- m/z 57.00 100.00%
57.0
. M
‘ 1350
183.1 253 1 .
ol m‘!wfwjﬂ“w*“ et 3080 m/z 43.10  75.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 1
13.50
m/z 71.10 60.51%
oL ‘ 1130 169.0 2250 281.0 337.0 394.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
——
13.50
5000 m/z 85.05 47 .24%
113.0
0 169.0 225.0 309.0 365.0 436.
e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane 7
57.0 13.50
m/z 55.05 23.32%
5000 JM/
13.0
0 J‘ ‘L‘ “\ Jh L \]769 0 225.0 281.0 338.0
e e S S e ——
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.110 2.48 ng 80482  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
3 Docosane 310 C22H46 000629-97-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2044 (14.110 min): BF135356.D\data.ms (-2041) (- m/z 57.10 100.00%
57.1
5000 M
—— —
99.1 14.00 14.50
ol | “‘ Jd o 2008 28112731 3160384 43 o5 65.48%
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 —r ——
85.0 14.00 14.50
m/z 71.10 52.04%
27. .
O+t ‘ |‘\“h‘ \h‘\“‘ ﬂ-\‘\ 1 |:!-\6?\()\ ‘\22\‘5\(\) ‘2\68\9\ LA
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
14.00 14.50
5000 m/z 85.05 39.96%
99.0 1410
o
m/z--> 50 100 150 200 250 300 350
Abundance #212280: Docosane T ——
57.0 14.00 14.50
m/z 55.10  21.52%
5000 W
99.0 310.0
UL T 830 2250 2670
R T e e
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.416 2.70 ng 87806  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Docosane 310 C22H46 000629-97-0 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Hentriacontane 437 C31He64 000630-04-6 90
Abundance Scan 2096 (14.416 min): BF135356.D\data.ms (-2093) (- m/z 57.05 100.00%
57.0
5000 xmAWA\/\hwuﬂM}wzmwAwJ&M
9.0 T aen
14.50
1692 254.0
- “‘w“ Lily, 16922111250020813400 4316 64.40%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 T
14.50
m/z 71.10 61.81%
0 h‘ i n‘ | 141 0183 0 254.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
14.50
5000 m/z 85.05 40.96%
99.0
[\ R A A A BN T i Rt SR D
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T
57.0 14.50
m/z 41.05 21.53%
o WM
150 | | 110183.0225.006703090 3801
et e e ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 8 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.721 2.83 ng 110072  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80

Abundance Scan 2148 (14.721 min): BF135356.D\data.ms (-2145) (-} | m/z 57.85 100.00%

57.0
5000

9.0

- u“ A w‘m‘“‘ LIAL0. 2070 25312983300 4319 s53.05%
miz--> 50 100 150 200 250 300 350
Abundance #275539: Hexacosane
57.0
5000 — —
14.50 15.00

m/z 71.10 56.05%

9.0
O L “\ \L “\ “‘ \‘h‘\ h“ \“‘ \%\4}‘]"‘?\ ]‘:8\\‘?’\.‘0‘ %2\‘5\.(‘\) %?Z.? \3’()\9-\0\ T ’36\?.(\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

5000 ITI/Z 85.10 40.97%
85.0
0 127.0169.0 211.0 253.0 2> 338.0
L L B R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T —
57.0 14.50 15.00

. WWMM

9.0

L1l 14101830 2540

ol g e —— ——
miz--> 50 100 150 200 250 300 350 1450 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.057 3.01 ng 116855 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tricosane 324 C23H48 000638-67-5 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2205 (15.057 min): BF135356.D\data.ms (-2202) (- m/z 57.10 100.00%
57.1
5000 /wMﬁwfwwwwAMM“M”ﬂ«ﬂkx
0 15.00 |
141.0
ol mh ! u‘w“‘ Latin Jor2 2631 8231 887 ./, 43.10  58.83%
mfz--> 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
5000 —— :
15.00
9.0 m/z 71.10 57.96%
0 L 1101830225026703100
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance
57.0
T \
15.00
5000 m/z 85.10 40.35%
99.0
0 141.0183.0225.0267.0 323.0 380.0
B L s e e e S e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T ‘
57.0 15.00
m/z 55.10 19.21%
2000 M
9.0
ol LI 141.0183.0225.0267.0  338.0
““‘ A A 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\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.874 3.16 ng 122885 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Pentadecane, 3-methyl- 226 C16H34 002882-96-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2344 (15.874 min): BF135356.D\data.ms (-2341) (- m/z 57.10 100.00%
57.1
1550  16.00
207.1 297.1 s :
obr ‘ “ | M | 1.2000200 125212971 3511 428. . 43,19  56.83%
miz--> 50 lOO 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
5000 — e
15.50 16.00
m/z 71.10 54.68%
13.0
O T T |‘ \““\]M‘ \“‘\“\ \1 “\]-‘\8\:‘3\(‘)\ \2\3\9‘0\ \2\9\5‘\0\ \3\5‘2\(\)\ T ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.10 39.30%
1130 1970
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane “ —
57.0 15.50 16.00
m/z 41.00 21.60%
5000 WAWMMWVMMVAMuMﬂ%meV
0 M‘ulw‘«%???‘%%?9‘“2‘??9”‘_”‘_“ .
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
BF135356.D

: 20 Sep 2023 14:30

: CG\JU

: 04351-10

: 9 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 11 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.392 3.11 ng 120854  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 76
3 Tricosane 324 C23H48 000638-67-5 76
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 76
5 Behenyl chloride 344 C22H45C1 042217-03-8 76

Abundance Scan 2432 (16.392 min): BF135356.D\data.ms (-2428) (- m/z 57.10 100.00%
57.1
5000 WAJL\NWW
1 1600 1650
83.1 282.1331.3 414.4 : :
0“wﬁ wﬁmJMM“"‘qupZ?%%““““w““““‘ m/z 71.10 61.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 — e
16.00 16.50
m/z 43.10 57.17%
|} \ 169.0 2050 282.0
O\“\‘\“\ \“\h‘\“\“\“"‘\‘\\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
16.00 16.50
5000 m/z 85.10 41.33%
113.0
0 169.0 2250 281.0 337.0 394.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #229645: Tricosane — —
57.0 16.00 16.50
m/z 41.10 18.76%
5000 WMMAWW
10 1090 qase 3200
om‘muw\JMW,Mw_umwH‘HHWH_W — e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF091123.M Thu Sep 21 04:55:01 2023 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135356.D

Acqg On : 20 Sep 2023 14:30
Operator : CG\JU

Sample : 04351-10

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-... 4.993 2.4 ng 97654 1 6.757 829548 20.0
(1S)-2,6,6-Trim... 6.034 5.5 ng 228993 1 6.757 829548 20.0
n-Hexadecanoic ... 11.822 3.2 ng 161580 4 11.286 1011680 20.0
9-Octadecenamid... 13.368 17.5 ng 569410 5 13.939 649250 20.0
Octacosane 13.457 2.1 ng 66922 5 13.939 649250 20.0
Octadecane, 2-m... 14.110 2.5 ng 80482 5 13.939 649250 20.0
Octadecane 14.416 2.7 ng 87806 5 13.939 649250 20.0
Hexacosane 14.721 2.8 ng 110072 6 15.410 776557 20.0
Docosane 15.057 3.0 ng 116855 6 15.410 776557 20.0
Pentacosane 15.874 3.2 ng 122885 6 15.410 776557 20.0
Eicosane 16.392 3.1 ng 120854 6 15.410 776557 20.0

8270-BF091123.M Thu Sep 21 04:55:01 2023 Pag 14



