LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS Vvial : 12 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF135757.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.969 486 490 504 rBV 91327 130883 5.94% 0.759%
2 5.375 555 559 583 rBvV 1772286 2137484 97.03% 12.394%
3 6.387 728 731 756 rBV 1947097 2058312 93.43% 11.934%
4 6.734 787 790 804 rVB 694472 639670 29.04%  3.709%
5 7.304 883 887 899 rBV 1561666 1318832 59.87% 7.647%
6 8.016 1005 1008 1015 rBV 964768 791197 35.92%  4.588%
7 9.092 1188 1191 1195 rBV 2576199 2202970 100.00% 12.773%
8 9.216 1208 1212 1216 rBV 32483 34745 1.58% 0.201%
9 9.775 1303 1307 1312 rBV 915000 809743 36.76% 4.695%
10 9.992 1339 1344 1348 rBv4 20156 29971 1.36% 0.174%
11 10.186 1372 1377 1382 rVB 29409 40583  1.84% 235%

12 10.569 1438 1442 1450 rBV 1376589 1238731 56.23%
13 11.269 1558 1561 1564 rBV 1005253 810451 36.79%
14 11.292 1564 1565 1571 rVB 47335 39415 1.79%

NOPA_NO
o))
O
o]
B

15 11.804 1645 1652 1665 rBV 308620 414362 18.81% 403%
16 12.498 1767 1770 1779 rBV 48183 66651 3.03% 0.386%
17 12.592 1779 1786 1790 rBV 102347 137205 6.23% 0.796%
18 12.692 1800 1803 1807 rVB2 24309 26668 1.21% ©.155%
19 12.727 1807 1809 1813 rVB 36608 31752 1.44% 0.184%
20 12.863 1828 1832 1836 rBV 1941826 1820206 82.63% 10.554%
21 13.351 1909 1915 1923 rBV 426122 424735 19.28%  2.463%
22 13.433 1926 1929 1933 rVB2 29833 36785 1.67% 0.213%
23 13.680 1964 1971 1979 rBV4 40241 110235 5.00% 0.639%
24 13.768 1983 1986 1990 rVB 37856 32540 1.48% ©.189%
25 13.857 1994 2001 2005 rBV7 23735 63946 2.90% ©0.371%
26 13.933 2011 2014 2019 rBV 517655 507077 23.02%  2.940%
27 14.092 2037 2041 2045 rBV 41879 42400 1.92% 0.246%
28 14.374 2083 2089 2090 rBV2 35878 64713 2.94%  ©.375%
29 14.398 2090 2093 2098 rVB 74105 81333 3.69% 0.472%
30 14.698 2140 2144 2149 rVB 71366 81829 3.71% 0.474%
31 14.774 2154 2157 2160 rVB 30121 30512 1.39% ©0.177%
32 14.957 2183 2188 2193 rBV5 28481 60374  2.74%  0.350%
33 15.033 2197 2201 2209 rVB 91127 122039 5.54% 0.708%
34 15.409 2260 2265 2276 rBV 488288 656341 29.79%  3.806%
35 15.845 2335 2339 2347 rVB 51356 90002 4.09% 0.522%
36 16.351 2420 2425 2429 rBV3 32359 62071 2.82% 0.360%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS Vvial : 12 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 17246763
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135757.D\data.ms
2500000

2000000 6.387
5.375

7.304
1500000

1000000
6.734

500000

4.969
0\\‘\\\\‘\\\\’\\\\ LR LR L L L L L L L L L L L L L L L L B L A L

Time--> 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 TIC: BF135757.D\data.ms
2500000 9.092

2000000 12.863

1500000 10.569

1000000 8.016 9.775 11.269

500000 13.8

11.804
@16 9.9990.186 11,292 jL 12?@@@

0 — —T — — — e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135757.D\data.ms

2500000

2000000
1500000

1000000

13.933 15.409

500000
SR 40921144 141@%415 Mbmm

T T T T
Time--> 13 50 14 00 14 50 15 00 15. 50 16 00 16 50 17.00 17.50 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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.
4.969 4.09 ng 130883 1,4-Dichlorobenzene-d4 6.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

4 Butane 58 C4H10 000106-97-8 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 490 (4.969 min): BF135757.D\data.ms (-486) (-) m/z 43.00 100.00%

43.0
59.1
5000
T e
‘ 83.0 10‘1'1 4.60 4.80 5.00 5.20
Obrrrprrrerrree el 820 L m/z 59.10  55.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 L L
4.60 4.80 5.00 5.20
101.0 m/z 101.10  16.02%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e ARRmaEs S
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.03%
41.0
290 101.0
by Al 730, 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.68%
5000
58.0
15.0 279 | 72‘-0 100.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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.
11.804 10.23 ng 414362  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1652 (11.804 min): BF135757.D\data.ms (-1645) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
= T
‘ 11.50 12.00
A —— m/z 60.00  90.14%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 - =
129.0 11.50 12.00
213.0 m/z 73.00 82.38%
‘ H(ﬂ 15701850‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““HH‘N“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
- e
11.50 12.00
5000 129.0 m/z 57.05 78.28%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid = 7
43.0 73.0 11.50 12.00
m/z 41.05 71.11%
5000
129.0 242.0
199.0
Liddese, | ame
YU 8 O A i N AP OO - S
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 13

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
BF135757.D

Oct 2023 17:36

¢ CG\JU
: 04844-13

12

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

OR-603-COMP-08

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 3 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.592 3.39 ng 137205 Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 n-Decanoic acid 172 C1eH2002 000334-48-5 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1786 (12.592 min): BF135757.D\data.ms (-1779) (- 43.05 100.00%

43.0

m/z

-

5000
185.1 241.2 284 12.50
oI m/z 57.00 82.17%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid

129.0
500008, 284.0 | \
185.0 241.0 12.50
m/z 59.95 76.13%

0 ‘\‘[‘H\ m‘u‘\ i “‘\‘ ‘L‘\“ ‘\“‘ ‘\‘\‘ : “‘ .
miz—-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e

43.0

12.50
m/z 73.05 73.45%
5000 284.0 /
3.0 1290
1850 2410
ok \‘\\H uhH M\ it \‘\‘ | “‘ | ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T
60.0 12.50
m/z 55.05 71.35%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\\‘H‘“‘\“‘\H“\HH‘HH“H P
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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.
13.351 16.75 ng 424735  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 76
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 56
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Octanamide 143 C8H17NO 000629-01-6 56
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1915 (13.351 min): BF135757.D\data.ms (-1909) (- m/z 59.00 100.00%
59.0
5000 AA
1500 1350
98.1 : :
ok Wi 0381 1841 2382 2811 725 15 49.55%
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — e
13.00 13.50
29.0 050 m/z 55.05 37.56%
0L L“ U ‘\HH“\L“\J\‘M‘ ‘HMM \;\\\\1‘%%9 ’\‘ ‘18‘4"0‘ , ‘2‘38‘(‘) . 2‘8“1‘(
m/z--> 50 100 150 200 250
Abundance #46324: Heptanamide, 4-ethyl-5-methyl-
59.0
= =
13.00 13.50
5000 m/z 41.05 30.17%
114.0
ZQDH ‘ ‘
R S o N
m/z-—-> 50 100 150 200 250
Abundance #108042: Tetradecanamide = T
59.0 13.00 13.50
m/z 43.05 23.41%
5000
29.0
ol 0L 00 10 g7 o M
mlz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.680 4.35 ng 110235  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Tetracosane 338 (C24H50 000646-31-1 83

Abundance Scan 1971 (13.680 min): BF135757.D\data.ms (-1964) (- m/z 57.05 100.00%

57.0
5000

e
L 1\ ), 2070 2810 1350  14.00
“‘J“h‘w“‘uw‘uuvﬂwmu““‘_“““w““‘ m/z 43.85  64.67%

m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0

5000 e _
13.50 14.00

m/z 71.10 54.40%

113.0
\‘ I “\ m Ly 1169 0 ,225.0 281.0 380.0
\\\\‘ \\]\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0

T
13.50 14.00

o

o

5000 m/z 85.10 36.25%
ol ‘ ‘ h‘ \l ‘\ | ‘1169‘0 225.0 309.0 365.0 436.(
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204361: Pentadecane, 7-(bromomethyl)- — —
57.0 13.50 14.00

m/z 55.05 18.37%

h Lﬁ
| \H‘\Hm690225° A )

oL e : :
miz--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Trichloroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.857 2.52 ng 63946  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 68
2 1-Hexacosene 364 C26H52 018835-33-1 64
3 1-Docosene 308 C22H44 001599-67-3 64
4 Heptafluorobutyric acid, hexadec. 438 C20H33F702 006385-15-5 58
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 58
Abundance Scan 2001 (13.857 min): BF135757.D\data.ms (-1994) (- m/z 55.05 100.00%
55.0
97.0
5000
234.1 = e
“ ‘1470 ‘ 13.50 14.00
ol H‘w‘w‘“”‘”“‘w”“‘mh_m_‘H_‘ m/z 57.60  78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 — ——
13.50 14.00
* m/z 43.00 68.30%
OM ““ “‘\“‘\‘\‘“\\8\2\0‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
5710 970
— ——
13.50 14.00
5000 m/z 69.00 65.14%
oL LU M h ““1\8‘1‘0‘ 2380 2920 364
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene — —
55.0 13.50 14.00
m/z 97.05 54.87%
97.0
5000
e L)L om0 sso W Al e
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\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.374 2.55 ng 64713  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 86
Abundance Scan 2089 (14.374 min): BF135757.D\data.ms (-2083) (- m/z 57.05 100.00%
57.0
14bd 54%6
2010 : :
0 Hw‘u u‘“‘u“u i H”w‘w i 2880 m/z 43.10  64.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 — ——
14.00 14.50
140.0 m/z 71.10 58.63%
0 \“\‘\“ “‘\”‘\“‘ \m\‘\ “‘\“\1\9\7\0\\\2‘6\7\\()\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— ——
14.00 14.50
5000 m/z 85.05 40.75%
oL 1”1‘?‘0‘1‘69.0 225.0 281.0 337.0 394.0
iy ““ T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane — —
57.0 14.00 14.50
m/z 55.00 26.80%
- WN
0 uh\ i \‘ h‘ h‘ | \9 \0 i 2\2’\5 0 309.0 365.0 437.
L e B L e R AR E S — —
miz--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.21 ng 81333  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Octacosane 394 (C28H58 000630-02-4 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetracosane 338 C24H50 000646-31-1 72
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 64
Abundance Scan 2093 (14.398 min): BF135757.D\data.ms (-2090) (- m/z 57.05 100.00%
57.0
o M
9.1 [ P
14.00 14.50
1411 203.0 267.1
0 "HLJHWWJ\WWH#‘M‘\‘u‘w“ww‘u“““““ m/z 43.05 64.92%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — —
14.00 14.50
m/z 71.10 48.33%
.0
oL 20 11018302250 2820
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
14.00 14.50
5000 m/z 85.05 39.98%
9.0
ol | [, 141.0183.0225.0 281.0 337.0 394.
e
m/z--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane — —
57.0 14.00 14.50
m/z 41.05 21.26%
5000
Ql %0 1410 e
-U183.0
50 |l e | T
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\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

OR-603-COMP-08

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Tetradecane, 1l-iodo- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.698 2.49 ng 81829  Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Docosane 310 C22H46 000629-97-0 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2144 (14.698 min): BF135757.D\data.ms (-2140) (- m/z 57.05 100.00%
57.0
1450  15.00
141.1 1831 281.1 : :
oL ‘L M‘L”‘H Ll ‘\gq “%3%?“ b m/z 43.10 62.10%
m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
5000 — —
14.50 15.00
m/z 71.05 54.41%
99.0
ool L L 1410 1830 2250 2829
T T T ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
— —
14.50 15.00
5000 m/z 85.05 42.27%
99.0
155.0 197.0
1 0 o G
m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane — —
57.0 14.50 15.00
m/z 55.00 20.41%
5000
99.0
02640\“ byl 1410 1830 2250 267.0 310
el i e —— —
m/z--> 50 1 00 1 50 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.033 3.72 ng 122039  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Docosane 310 C22H46 000629-97-0 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Octacosane 394 (C28H58 000630-02-4 76
Abundance Scan 2201 (15.033 min): BF135757.D\data.ms (-2197) (- m/z 57.10 100.00%
57.1
99.1 U
VLl L, 1411 1831 24902830 1500
b A b Ly e m/z 43.10  68.59%
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 ——
15.00
m/z 71.05 59.96%
99.0
025Jo 110 1410 1830 2250 2820
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
— 1T \
15.00
5000 m/z 85.05 45.74%
.0
oL L) 1410 1830 2250 267.0 310
e e
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane — ‘
57.0 15.00
m/z 55.00 28.07%
5000
‘ 99.0
ol d Lyt ) (410 1es0 2840 —
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc OR-603-COMP-08

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Hexadecane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.845 2.74 ng 90002  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 2339 (15.845 min): BF135757.D\data.ms (-2335) (- m/z 57.10 100.00%
57.1

-

5000
15%6 Héod
283.° . .
0,‘wamwu m/z 43.05 59.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 — ——
15.50 16.00
m/z 71.05 54.42%
27,0 ‘ 99.0 155.0 197.0
0’\‘\H“‘\‘\H‘“\\‘w\“\‘H\‘H\‘\‘\‘\H“\H‘\‘\H\‘H\\‘\\H‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0
— ——
15.50 16.00
5000 m/z 85.05 44 .81%
99.0
155.0 225.0
gt A Gl |1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #287350: Octadecane, 1-iodo- — —
57.0 15.50 16.00
m/z 41.00 19.28%
- MM
‘ ‘ 99'01270 253.0
oBTO Wb L P 1890 a1 PO
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101323\
Data File : BF135757.D

Acqg On : 13 Oct 2023 17:36

Operator : CG\JU

Sample : 04844-13

Misc . OR-603-COMP-08

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.969 4.1 ng 130883 1 6.734 639670 20.0
n-Hexadecanoic ... 11.804 10.2 ng 414362 4 11.269 810451 20.0
Octadecanoic acid 12.592 3.4 ng 137205 4 11.269 810451 20.0
9-Octadecenamid... 13.351 16.8 ng 424735 5 13.933 507077 20.0
Heptacosane 13.680 4.3 ng 110235 5 13.933 507077 20.0
Trichloroacetic... 13.857 2.5 ng 63946 5 13.933 507077 20.0
Nonadecane, 9-m... 14.374 2.5 ng 64713 5 13.933 507077 20.0
Eicosane 14.398 3.2 ng 81333 5 13.933 507077 20.0
Tetradecane, 1-... 14.698 2.5 ng 81829 6 15.410 656341 20.0
Docosane 15.033 3.7 ng 122039 6 15.410 656341 20.0
Hexadecane, 1-i... 15.845 2.7 ng 90002 6 15.410 656341 20.0
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