LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc :

ALS Vvial : 14 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140641.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 5 14 rVB 606370 703888 41.04% 5.408%
2 5.087 500 509 519 rBV 19315 32671 1.90% 0.251%
3 5.498 573 579 594 rBV 965519 1282769 74.80% 9.856%
4 6.504 745 750 774 rBV 1030272 1372157 80.01% 10.543%
5 6.869 807 812 819 rBV 356677 430326 25.09%  3.306%

6 7.434 902 908 919 rBV 648844 887376 51.74%
7 7.686 946 951 963 rBV2 10719 22096 1.29%
8 8.151 1025 1030 1045 rBV 410981 535824 31.24%
9 9.222 1207 1212 1223 rBV 1353393 1715039 100.00% 13.

9.904 1323 1328 1345 rVB 454879 590370 34.42%

P wWphoo
=
[
~N
R

11 10.616 1444 1449 1458 rBV 217506 284390 16.58%
12 10.698 1458 1463 1478 rVV 624413 837670 48.84%
13 10.927 1497 1502 1512 rVB 34059 46679 2.72%
14 11.398 1576 1582 1590 rBV 459145 602196 35.11%

RrhOoOON
w
Ul
o]
B

15 11.916 1666 1670 1684 rBV 82658 147459 8.60% 133%
16 12.416 1751 1755 1761 rBV2 15298 22741 1.33% 0.175%
17 12.645 1786 1794 1799 rBV 47372 72175 4.21% 0.555%
18 12.980 1845 1851 1861 rBV 1284783 1631156 95.11% 12.533%
19 13.204 1884 1889 1893 rBV 14086 20043 1.17% 0.154%
20 13.545 1943 1947 1953 rBV 24588 33211 1.94% 0.255%
21 13.874 1998 2003 2018 rBV 82803 161630 9.42% 1.242%
22 14.010 2022 2026 2028 rVV 25533 34821 2.03% 0.268%
23 14.045 2028 2032 2045 rVB 282281 389191 22.69% 2.990%
24 14.192 2053 2057 2062 rVB 35892 45459 2.65% 0.349%
25 14.504 2106 2110 2123 rBV 48562 80254 4.68% 0.617%
26 14.815 2158 2163 2169 rVB 34523 48570 2.83% 0.373%
27 15.157 2216 2221 2226 rVB 47975 65806 3.84% 0.506%
28 15.539 2280 2286 2301 rVB 268191 443348 25.85% 3.406%
29 15.980 2357 2361 2368 rVB 23818 39891 2.33% 0.307%
30 16.245 2399 2406 2423 rBV7 43904 147265 8.59% 1.132%
31 16.445 2433 2440 2445 rBV2 73348 142864 8.33% 1.098%
32 16.498 2446 2449 2464 rVB4 19590 49181 2.87% 0.378%
33 17.439 2605 2609 2620 rVBS 21092 50352 2.94% 0.387%
34 17.651 2641 2645 2658 rVBS 17542 45973 2.68% 0.353%
Sum of corrected areas: 13014841
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\

BF140641.D

: 26 Nov 2024 14:55
: RC/JU
. P4860-10

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.122  32.71 ng 703888 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 5 (2.122 min): BF140641.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 87.1
 E  ARamEEREEE SRR
571 2.202.302.402.50
bbb 20 L m/z 43.10 31.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L R BRI L B
55.0 2.202.302.40 2.50
41, 87.0 m/z 87.10 27.44%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
2.202.302.402.50
5000 41.0 550 m/z 55.10 23.96%
27.0
bbb 1120, 1290,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR R
73.0 2.202.302.402.50
m/z 71.10 10.90%
5000 43.0
58.0
29.0 87.0
O prrlrre el e e N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 9.63 ng 284390  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1449 (10.616 min): BF140641.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — —
10.50 11.00
152.1
bl 2280 T miz 77.10 69.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r A
10.50 11.00
510 m/z 182.10  52.32%
0 2?.0 ] A 126.0 15%.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.10 25.14%
51.0 105.0
ol 270 ‘ 1280 1520 \
A o e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide —— At
105.0 10.50 11.00
m/z 181.10 8.44%
77.0
5000
51.0
ol 280 | ) 1340 165.0
e R A e A e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.90 ng 147459  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25

Abundance Scan 1670 (11.916 min): BF140641.D\data.ms (-1666) (- m/z 73.00 100.00%

73.0
43.0

—

5000
129.1
—
H ‘ 12.00
0 _‘HUMW”‘ m/z 43.05 80.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

—
12.00
m/z 60.00 78.84%

157.0 185.0 213.0 256.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 ‘ “J\
’ 12.00
5000 129.0 ITI/Z 57.05 71.78%
171.0
214.0
i) \
0“M‘WﬁwﬂWH&WMNNJM‘MMwkwﬁ‘m‘wku‘uuw‘u‘_‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 41.05 70.85%
5000
129.0
185.0 228.0
99.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55

Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.645 2.40 ng 72175  Phenanthrene-dle 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 89
3 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 72
4 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 49
5 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 49

Abundance Scan 1794 (12.645 min): BF140641.D\data.ms (-1786) (- m/z 223.20 100.00%
228.2
5000 181.1
S N
12.50 13.00
0! m/z 238.20 55.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0 A
5000 N -
12.50 13.00
153. m/z 181.10 45.23%
55.0 104.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121355: 3,4'-Diisopropylbiphenyl
2238.0
\A ‘ T T n‘ T
12.50 13.00
5000 m/z 165.10 32.38%
43.0
165.0
104.
LI LS w0 T o O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 m
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene AL il Pf/\(Mﬂ
223.0 12.50 13.00
m/z 195.10 29.32%
5000
165.0
1050 “‘ ‘
0 194.0
ohozsosio % [amo L bl |0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Isobutyl tetracosyl ether Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 8.31 ng 161630  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 91
2 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 90
3 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 90
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 83
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
Abundance Scan 2003 (13.874 min): BF140641.D\data.ms (-1998) (- m/z 57.05 100.00%
57.0
- M
— ——
‘ 13.50 14.00
o“u“w“d B " “:““‘,‘?BPF,““,“ m/z 43.10  76.01%
m/z--> 50 100 150 200 250 300 350
Abundance #308232: Isobutyl tetracosyl ether
57.0
5000 — ——
13.50 14.00
m/z 71.10 64.20%
ol \ ‘\\ L \\ | 141.0 1830 225.0 267.0 3360
\\\‘\ \\\\\\\\‘\\\\’\\\\’\\\\’\\
miz--> 100 150 200 250 300 350
Abundance #263833:Oxchacm,cydobwylpemadecyleﬁer
55.0
— ——
13.50 14.00
5000 m/z 55.05 55.83%
ol h‘ d " ‘1370 210.0 255:0
=l i e e e BB o
m/z--> 50 100 150 200 250 300 350
Abundance #264244: Eicosyl isobutyl ether “ —
57.0 13.50 14.00
m/z 83.05 48.08%
5000
7.0
oL \‘ Ll 141018300040 2800
el T i A e P ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.192 2.34 ng 45459  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 90

Abundance Scan 2057 (14.192 min): BF140641.D\data.ms (-2053) (-} | m/z 57.10 100.00%

57.
5000

— —
‘ H ‘ 14.00 14.50
0b—rt “”‘MN‘\wum_m_m_m‘m m/z 71.10  75.20%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

5000 —— A
14.00 14.50

m/z 43.10  66.32%
1

L h u\ d ,169.0 2250 296.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0

—
14.00 14.50

o

5000 m/z 85.10 58.62%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane T —
57.0 14.00 14.50

m/z 41.00 26.03%

| “13 0 169.0 254.0

oH"H_m_‘m‘um_m_m_m_m‘m e —

m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
BF140641.D

Nov 2024 14:55

: RC/JU
. P4860-10

14

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 7 Triacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.504 4.12 ng 80254  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2110 (14.504 min): BF140641.D\data.ms (-2106) (-} ' m/z 57.10 100.00%
57.1
‘ 1450 |
©169.2
0 “Nhum” ‘M“J‘wm“%g§}‘?§%?“““u““‘ m/z 71.05  71.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 —— :
14.50
m/z 43.10 63.50%
0 ‘ ‘ h\ h H\ \‘ | 169 0 225.0 296.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T
14.50
5000 m/z 85.05 56.67%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane 7
57.0 14.50
m/z 55.10 26.33%
- M\A
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55

Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Octacosane, 2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.815 2.19 ng 48570  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2163 (14.815 min): BF140641.D\data.ms (-2158) (- m/z 57.05 100.00%
57.0
50 1500
| h | ‘ ‘ 169.1 221.1267.0 14.5 15 -
0 H:‘MMMMWH N R R R m/z 71.10 67.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — ——
14.50 15.00
m/z 43.05 57.88%
ol ‘L “\\ I 77,1690 2250 2810 3650
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
14.50 15.00
5000 m/z 85.05 57.24%
13.0 239.0
o ALLTEY 1090 EPO 040 sp0
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane “ —
57.0 14.50 15.00
m/z 55.05 22.29%
w M
0 i H\ \‘h h‘ “‘ | \6\9 9 225 0 281.0 337.0 422 (
s L B L e Ea s — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF112624\

Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 9 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.157 2.97 ng 65806 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2221 (15.157 min): BF140641.D\data.ms (-2216) (-} ' m/z 57.10 100.00%
57.1
13.1 1500 1550
169.2 225.1 . :
0 L‘H]ﬂ L2225 2811 3550 p 71.05  77.18%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 —r ——
15.00 15.50
m/z 43.05 65.28%
) \ |]] || |169.0 2250 282.0
O\‘\l\“\“\\‘\“\“\\{““\‘g\‘\’\\\\’\\\‘\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.05 54.79%
oLl J‘ | \\ | \16?9‘2‘2‘50 2950 351.0 449
A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 15.00 15.50
m/z 55.10 24.61%
- »vJLAAijkMNVxV/&A
0 LT 1890 2250 210 3650
‘“_‘““‘H“‘“,H“,“‘w““,‘u‘,““w —— —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl6.245 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.245 6.64 ng 147265  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5.beta.-Cholestan-3.alpha.-ol, 2... 458 C31H5402 1000514-95-7 49
2 5.beta.-Cholestan-3.alpha.-o0l, a... 430 C29H5002 033157-47-0 38
3 2,3-Dichlorothiophene-5-sulfonyl... 250 C4HC1302S2 126714-85-0 38
4 Cholestan-3.beta.-yl benzoate 492 (C34H5202 005808-11-7 27
5 5-(2-Methyloctan-2-y1)-3-(1R,3R-... 332 C22H3602 070434-92-3 27

Abundance Scan 2406 (16.245 min): BF140641.D\data.ms (-2399) (-] | m/z 215.20 100.00%
215.2

81.0
5000 149.1
373.4 A
A e,
J21 1600  16.50
Y- : m/z 81.05 74.61%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #328510: 5.beta.-Cholestan-3.alpha.-ol, 2-methylpropion
43.0

215.0

5000 95.0 — ——
16.00 16.50
m/z 43.10  68.34%

O’HH H\
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #318363: 5.beta.-Cholestan-3.alpha.-ol, acetate

43.0
215.0
— —
16.00 16.50
5000 95.0 3700 m/z 233.20  66.85%
\ 147.0
316.0
0’ . ‘.\‘ ‘h ‘l Hl\ ‘:." ‘H\ M“ ‘m“ ﬂ\‘ “I A \! . ‘\‘ P ‘J“ — ‘L‘ ““ . ‘4‘39"(‘)‘ .
miz--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance  #136156: 2,3-Dichlorothiophene-5-sulfonyl chloride e : ﬂ
107.0 215.0 16.00 16.50
m/z 95.00 65.64%
50001 48.0
o} M “‘w ‘H'“” HFP - " T — —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 11 Cholestan-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.445 6.44 ng 142864  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 83
2 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 62
3 Cholestan-2-one 386 C27H460 1010210-43-4 47
4 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 42
5 trans-1-(p-Methoxyphenyl)-1-tetr... 316 C21H3202 123501-67-7 35
Abundance Scan 2440 (16.445 min): BF140641 D\data.ms (-2433) (- m/z 231.20 100.00%
55.0 31.2
161.1
316.4
5000 386.¢
) \
‘ 16.50
0 il m/z 55.05  94.40%
miz--> 50 250 300 350
Abundance #292886. Cholestan-3-one
43.0 231.0
122.0
5000 386.( —
16.50
163.0 m/z 43.05 83.26%
‘ 300.0342.0
O L "‘ \“\
miz--> 50 100 150 200 250 300 350
Abundance #292902: Cholestan-3-one, (5.alpha.)-
231.0
——
386.( 16.50
5000 m/z 81.10 79.68%
43.0
o] \\ “ \‘\‘ M\ ‘L\ ‘Md \Hu \M‘ “‘MH”‘ \‘hu‘\h\‘ } ‘\L‘ML‘ “\‘2“\7‘\3‘9‘3]‘-(? ‘0‘ - “\ “‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #292880: Cholestan-2-one T
231.0 16.50
m/z 95.10 69.61%
386.(
5000 43.0
95.0
bbb e = |
0 ‘H“MHW\WWMNMWWM‘mHM ‘H%Z%Q“““‘Jw“ —
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 12 unknownl6.498 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.498 2.22 ng 49181  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 47
2 Triacontane 422 C30H62 000638-68-6 47
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 47
5 Octacosane 394 C28H58 000630-02-4 47

Abundance Scan 2449 (16.498 min): BF140641.D\data.ms (-2446) (-] ' m/z 57.10 100.00%
57.1
5000 W
01 —
O 2 16.50
oHuM L . m/z 43.10  76.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 T
16.50
m/z 71.10 72.96%
183.0
13.0
0\"\”\‘[ H\‘\“\\\\‘\\\\‘\\\\‘\\\\\?"1\0\0\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314330: Triacontane
57.0
——
16.50
5000 m/z 85.10 63.71%
9.0 2250
0 | ‘L“ “\ ‘h\“\‘ ‘H“u‘ \‘ 1\ L d L iy \‘2\‘8;‘?“‘?’3‘7‘?””‘{2“2"(
m/z--> 50 100 150 200 250 300 350 400
Abundance #74018: Tridecane, 3-methyl- T
57.0 16.50
m/z 55.05 30.59%
H 130 169.0
Y s = TS e
m/z--> 50 100 150 200 250 300 350 400 16.50

8270-BF112124.M Wed Nov 27 ©3:43:25 2024

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 13 unknownl7.439 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.439 2.27 ng 50352  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Hydroxy-1,3-benzoxathiol-2-one... 282 C13H1803SSi 1010461-98-2 12
2 Indolo[2,3-a]quinolizine, 1,2,3,... 226 C15H18N2 004802-79-3 11
3 Benzenepropanoic acid, 5-fluoro-... 260 C15H13F03 1000362-84-1 10
4 3-Methoxydiphenylamine 199 C13H13NO 000101-16-6 10
5 6-(2-Chloroethylthio)-N,N,N',N'-... 261 C9H16CIN5S 1000102-02-9 10
Abundance Scan 2609 (17.439 min): BF140641.D\data.ms (-2605) (- m/z 225.10 100.00%
2251
363.3
5000 169.0 /
i 120 305.1 h A
83.0 : ‘ L ‘
)
o bt L] R L m/z 19910 76.78%
miz--> 50 100 150 200 250 300 350
Abundance #175292: 6-Hydroxy-1,3-benzoxathiol-2-one, tert-butyldin
225.0
73.0 17.50
' 282.0 m/z 363.30  75.40%
115.0 ‘
0 \2\9‘\.%““ M\ ‘\M\h\““‘ ‘\‘\ b “\‘ ‘”‘\”!‘ T \““ T \L\ T \“\ LA |
miz--> 50 100 150 200 250 300 350
Abundance #107133: Indolo[2,3-a]quinolizine, 1,2,3,4,6,7,12,12b-0ctz
225.0
H—"
17.50
5000 169.0 m/z 213.18  57.08%
280 o 1150
oLl \‘\! LH\‘ ‘H‘“‘m“ u‘w‘m\}“H\‘Hu‘\\‘\\} \H} 1‘““‘“““““!‘ uh\ ‘H\\H‘ i L‘ —
m/z--> 50 100 150 200 250 300 350 r
Abundance #148193: Benzenepropanoic acid, 5-fluoro-2-hydroxy-.be A AR
199.0 17.50
m/z 226.10 44.73%
5000 51.0 42.0
0, T T T
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 14 unknownl7.651 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.651 2.07 ng 45973  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-[3-(3-isoxazolylmet... 232 C12H12N203 1000362-73-8 10
2 4-(Pentafluorothio)benzaldehyde 232 C7H5F50S 401892-84-0 10
3 Terephthalic acid, pentyl 2,2,2-... 318 C15H17F304 1000383-04-0 10
4 4-(4-Chlorophenoxy)benzaldehyde 232 C13H9Cl02 061343-99-5 10
5 Costunolide 232 C15H2002 000553-21-9 10
Abundance Scan 2645 (17.651 min): BF140641.D\data.ms (-2641) (-] ' m/z 43.10 100.00%
43.1
5000 3443  414.
e e
“‘ 17.50 18.00
0 m/z 81.10 84.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #113374: Acetamide, N-[3-(3-isoxazolylmethoxy)phenyl]-
43.0
5000 e —
17.50 18.00
1610 2320 m/z 69.10  60.04%
O\\“‘U“h‘\“‘\ﬁ\‘m"\\‘\‘\‘]\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #114201: 4-(Pentafluorothio)benzaldehyde
231.0
e e
17.50 18.00
m/z 231.10 57.85%
5000 123.0 /
75.0
0220 o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #221693: Terephthalic acid, pentyl 2,2,2-trifluoroethyl est e —r
231.0 17.50 18.00
m/z 55.00 56.39%
5000 70.0
149.0
L O T Y B I )
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112624\
Data File : BF140641.D

Acqg On : 26 Nov 2024 14:55
Operator : RC/JU

Sample : P4860-10

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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|
Butane, 2-metho... 2.122 32.7 ng 703888 1 6.869 430326 20.0
Benzophenone 10.616 9.6 ng 284390 3 9.904 590370 20.0
n-Hexadecanoic ... 11.916 4.9 ng 147459 4 11.398 602196 20.0
10,18-Bisnorabi... 12.645 2.4 ng 72175 4 11.398 602196 20.0
Isobutyl tetrac... 13.874 8.3 ng 161630 5 14.045 389191 20.0
Heneicosane 14.192 2.3 ng 45459 5 14.045 389191 20.0
Triacontane 14.504 4.1 ng 80254 5 14.045 389191 20.0
Octacosane, 2-m... 14.815 2.2 ng 48570 6 15.539 443348 20.0
Eicosane 15.157 3.0 ng 65806 6 15.539 443348 20.0
unknown16.245 16.245 6.6 ng 147265 6 15.539 443348 20.0
Cholestan-3-one 16.445 6.4 ng 142864 6 15.539 443348 20.0
unknown16.498 16.498 2.2 ng 49181 6 15.539 443348 20.0
unknownl17.439 17.439 2.3 ng 50352 6 15.539 443348 20.0
unknownl17.651 17.651 2.1 ng 45973 6 15.539 443348 20.0
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