LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134399.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 504 507 516 rBV 52680 62962 5.46% 0.689%
2 5.469 571 575 593 rBvV 971788 904139 78.44% 9.893%
3 6.475 742 746 765 rBV 1092497 953417 82.71% 10.433%
4 6.834 804 807 821 rBV 415059 356708 30.95%  3.903%
5 7.398 899 903 915 rBV 716525 581448 50.44% 6.362%

6 8.116 1021 1025 1042 rBV 575458 471918 40.94% 5.164%
7 9.192 1204 1208 1211 rBV 1443659 1136261 98.57% 12.433%
8 9.875 1320 1324 1327 rBV 572097 510719 44.31% 5.588%
9 10.669 1455 1459 1470 rBV 784294 772647 67.03%  8.455%
10 11.369 1574 1578 1581 rBV 645919 546433 47.40% 5.979%
11 11.392 1581 1582 1586 rVB 40443 23419 2.03% 0.256%
12 11.874 1659 1664 1665 rBV3 9783 14230 1.23% 0.156%
13 11.898 1665 1668 1680 rVB3 112987 132264 11.47%  1.447%
14 12.592 1782 1786 1792 rBV 85086 89095 7.73% ©.975%
15 12.686 1800 1802 1806 rBV2 18972 21692 1.88% ©.237%
16 12.821 1819 1825 1828 rBV 76939 72133 6.26% 0.789%
17 12.963 1845 1849 1853 rBV 1388198 1152715 100.00% 12.613%
18 13.533 1942 1946 1949 rBV3 19935 20775 1.80% ©.227%
19 13.868 2000 2003 2008 rBV2 30242 29475 2.56% 0.323%
20 13.933 2008 2014 2023 rVV9 25934 87032 7.55% ©.952%
21 14.033 2026 2031 2034 rVV 419817 460461 39.95% 5.039%
22 14.057 2034 2035 2041 rVB 39874 29063 2.52% 0.318%
23 14.186 2054 2057 2065 rBV2 27074 28278 2.45% 0.309%
24 14.492 2107 2109 2115 rVB2 27578 28108 2.44%  ©.308%
25 14.810 2160 2163 2165 rBV 16271 15451 1.34% ©.169%
26 14.957 2185 2188 2193 rBV2 20054 24309 2.11% 0.266%
27 15.098 2207 2212 2215 rBV 23693 37551 3.26% 0.411%
28 15.157 2219 2222 2226 rVB2 22472 25434  2.21% 0.278%
29 15.404 2261 2264 2270 rBV 13627 17724 1.54% 0.194%
30 15.468 2272 2275 2282 rVB2 17063 24042 2.09% 0.263%
31 15.539 2282 2287 2294 rBV 251947 342178 29.68% 3.744%
32 16.004 2363 2366 2373 rBV3 14517 25849 2.24% 0.283%
33 16.545 2453 2458 2466 rBV3 7632 17244 1.50% 0.189%
34 17.086 2546 2550 2555 rVB4 9750 15484 1.34% 0.169%
35 17.221 2568 2573 2579 rVB7 44969 86602 7.51% 0.948%
36 17.556 2625 2630 2638 rVB5 8451 21554 1.87% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9138814
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jul 2023 13:58
¢ CG\JU
: 03638-31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
BF134399.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: 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\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.069 3.53 ng 62962 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9
Abundance Scan 507 (5.069 min): BF134399.D\data.ms (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R RBRRREREES R
831 4.80 5.00 5.20 5.40
ol 8 njz 59.00  55.43%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B LI L LA BN
59.0 4.80 5.00 5.20 5.40
m/z 101.00  19.15%
15.0 ‘ 101.0
0\\\‘\‘\w‘\\“hi\\}‘\\\\8‘3\.0\\\“‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
43.0
L
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 12.83%
101.0
0 15.0 83.0
e e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A mamE L
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.57%
5000 41.0
S A SOt 715 S VRN LS
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 4.84 ng 132264  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1668 (11.898 min): BF134399.D\data.ms (-1665) (- m/z 73.00 100.00%

43.1 73.0
5000 129.1
213.2

157.1
185.1 2563 1150  12.00
0 m/z 43.10  96.49%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0

5000
129.0 1150 1200
213.0 m/z 59.95 83.77%
157.0185.0
0 ]\-ﬁ‘q\}\‘{‘}‘\ ‘HH“E ‘\‘ %LHM \“H““\““\““‘\“‘ “H\““‘\“‘ H‘HH“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
1£50 1250
5000 129.0 m/z 41.00 80.31%
101.0 157.0 1990 2420
0%?R”W‘”W””W‘”W”W”‘W””W‘”W”W”‘W””W”‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid R
73.0 1150 1200

m/z 57.05 80.29%

129.0
5000 43.0
185.0 228.0
57.
\‘ \ H‘ (ﬂH Il ‘ \m |

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.933 3.78 ng 87032  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 1-Tricosene 322 C23H46 018835-32-0 87
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83
Abundance Scan 2014 (13.933 min): BF134399.D\data.ms (-2008) (- m/z 83.10 100.00%
43.0 83.1
20 ﬂj\\ANJVVMVW
‘ 2081 2810 14.00
ob— w‘m" Ay “h‘ el m/z ss.e5  99.36%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 T
14.00
m/z 43.00 95.23%
9.0
1T \\\’\\ L \\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0 83.0
——
14.00
5000 ITI/Z 57.05 80.80%
125.0
0 166.0 322.0
——— e T T
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosanol 7
97.0
57.0 14.00
m/z 68.95 79.03%
5000
39.0
0 L [l ‘ ‘ \H\ \‘h \‘\ \\\8% 9 %22 0264.0 308.0 364 (
“““ — L e i B ——
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF062623.M Sun Jul 23 ©9:13:45 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl7.221 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.221 5.06 ng 86602  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46
2 1-Ethyl-3-phenyl-4-amino-4,5(1H)... 204 C1@H12N40 073316-60-6 43
3 Cyclopropene, 1,3-dimethyl-2,3-b... 204 C7H6F6 054932-73-9 38
4 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 27
5 1H-Cycloprop[e]azulene, 1la,2,3,4... 204 C15H24 000489-40-7 27
Abundance Scan 2573 (17.221 min): BF134399.D\data.ms (-2568) (- m/z 204.10 100.00%
204.1
135.2
5000
79.0
316.3
o )
‘ | ‘ 393. 17.00 17.50
0 ““WH Ll m/z 135.15 61.11%
miz--> 50 100 150 200 250 300 350
Abundance #80052: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-na
204.0
135.0
91.0 MMWMMWM
5000 41.0 T 1
. 17.00 17.50
m/z 121.05 56.46%
0- \“““‘““\H“\l‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
204.0
17.00 17.50
5000 104.0 m/z 189.20  44.44%
51.0
160.0
o ey
m/z--> 50 100 150 200 250 300 350
Abundance #80732: Cyclopropene, 1,3-dimethyl-2,3-bis(trifluorometh
135.0 17.00 17.50
m/z 131.00 40.56%
5000 204.0
39.0 95.0
oL ‘HL“‘\‘HL ““ ‘\‘ e
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134399.D

Acqg On : 21 Jul 2023 13:58
Operator : CG\JU

Sample : 03638-31

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-... 5.069 3.5 ng 62962 1 6.834 356708 20.0
n-Hexadecanoic ... 11.898 4.8 ng 132264 4 11.369 546433 20.0
n-Tetracosanol-1 13.933 3.8 ng 87032 5 14.033 460461 20.0
unknownl17.221 17.221 5.1 ng 86602 6 15.539 342178 20.0
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