LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32023\
Data File : BM@39052.D

Acqg On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc :

ALS vial : 8 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 M\Methods\8270-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39052.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.057 295 301 309 rBV 2385864 3203326 26.18% 3.815%
2 5.522 374 380 387 rBV 5283432 7622849 62.30% 9.079%
3 5.593 387 392 400 rVB 164167 288906 2.36% 0.344%
4 5.798 422 427 433 rBV 171926 236434 1.93% 0.282%
5 5.963 449 455 462 rBV 142120 211626 1.73% 0.252%

6 7.128 646 653 673 rBV 4929610 7785182 63.62% 9.272%
7 7.969 789 796 803 rBV 1108942 1706268 13.94%  2.032%
8 9.139 987 995 1003 rBV 3029348 4846053 39.60% 5.772%
9 10.786 1263 1275 1281 rBV 1366927 2395760 19.58%  2.853%
10 12.198 1506 1515 1520 rBV 123852 201856 1.65% ©.240%
11 13.239 1683 1692 1701 rBV 6800146 9691695 79.20% 11.543%
12 13.433 1721 1725 1734 rVB 248086 359697 2.94% 0.428%
13 14.092 1830 1837 1838 rBvV2 130575 180592 1.48% 0.215%
14 14.116 1838 1841 1852 rVB2 218847 431216 3.52% ©.514%
15 14.445 1891 1897 1903 rVB 134060 264836 2.16% ©.315%
16 14.504 1903 1907 1913 rVB 365167 466662 3.81% ©.556%
17 14.610 1916 1925 1931 rBV 1968309 2865272 23.42%  3.413%
18 14.674 1932 1936 1944 rVB 122533 178477 1.46% ©0.213%
19 15.004 1988 1992 1998 rVB 106460 163134 1.33% 0.194%
20 15.457 2064 2069 2073 rVB 391550 485876 3.97% ©.579%
21 15.657 2097 2103 2107 rBV 112133 192513 1.57% ©0.229%
22 15.862 2127 2138 2142 rBV 160218 316155 2.58% ©0.377%
23 15.968 2149 2156 2161 rBV 826014 1180753 9.65% 1.406%
24 16.098 2171 2178 2186 rBV 5030586 7182917 58.70% 8.555%
25 16.315 2211 2215 2217 rBV 440810 553624 4.52% 0.659%
26 16.339 2217 2219 2224 rVB 305798 372855 3.05% 0.444%
27 17.109 2346 2350 2354 rBV 379944 438069 3.58% ©.522%
28 17.162 2355 2359 2369 rVB2 191875 329752 2.69% ©.393%
29 17.356 2386 2392 2396 rBV 2230566 3179894 25.99%  3.787%
30 17.398 2396 2399 2406 rVB 284318 394318 3.22% 0.470%
31 17.851 2472 2476 2483 rBV 344341 404357 3.30% ©0.482%
32 18.251 2538 2544 2559 rBV 943195 1593281 13.02% 1.898%
33 18.427 2571 2574 2584 rVB3 91368 180615 1.48% 0.215%
34 18.545 2589 2594 2599 rBV 281971 355233 2.90% ©0.423%
35 19.174 2697 2701 2710 rVB 212755 283055 2.31% ©.337%
36 19.409 2736 2741 2747 rVB 594726 803952 6.57% ©.958%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32023\
Data File : BM@39052.D

Acqg On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS vial : 8 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 M\Methods\8270-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.521 2755 2760 2770 rBV 406211 711688 5.82% ©0.848%
38 19.768 2794 2802 2811 rVB2 430997 868130 7.09% 1.034%
39 19.974 2831 2837 2849 rVB 10185828 12236657 100.00% 14.574%
40 20.780 2971 2974 2977 rVB 117923 123625 1.01% 0.147%

41 21.239 3048 3052 3062 rBV 976392 1202026 9.82% 1.432%
42 21.533 3096 3102 3107 rBV 2725549 3685628 30.12%  4.390%

43 21.692 3126 3129 3133 rVB2 129461 157542 1.29% 0.188%
44 23.968 3510 3516 3528 rVB2 1743323 3629083 29.66% 4.322%

Sum of corrected areas: 83961439
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039052.D\data.ms
1le+07

8000000

6000000
5.522
7.128

4000000
9.139
5.057

2000000
7.969 10.786

583719863
O\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM039052.D\data.ms
1e+07 19.974

8000000
13.239

6000000
16.098

4000000

17.356
2000000 14.510

18. 251

12190 uu&?ﬁiémoﬁ@,@z O ool G A N

04\\\\‘””,””””HH‘HHHH‘HH‘HHHH‘HH‘HHHH‘HH‘HH‘HH‘HH‘H

Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM039052.D\data.ms
1le+07

8000000

6000000

4000000

21.533

2000000

0 \\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 37.55 ng 3203330 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 301 (5.057 min): BM039052.D\data.ms (-295) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T
83.0 4.80 5.00 5.20 5.40
ot l PR5) 1169 1350 m/z 58.95 58.02%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.07%
270 83.0
O \\\‘\‘\“\\“‘\\\w“\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR AN EERE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 15.70%
bl L 128020
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R RN
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.31%
5000
58.0
15.0 100.0
R A e BmREEEwR R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BM@30823.M Tue Mar 21 11:48:22 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzene, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.593 3.39 ng 288906 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 p-Xylene 106 C8H1e 000106-42-3 97
3 o-Xylene 106 C8H1e 000095-47-6 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 90
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
Abundance Scan 392 (5.593 min): BM039052.D\data.ms (-387) (-) m/z 91.00 100.00%

91.0
5000

51.0 ‘ 5.20 5.40 5.60 5.80 6.00
Obrr et A 1829 2069166 00 se.33%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5747: Benzene, 1,3-dimethyl- ﬁ\
91.0
5000 LA AR AR

5.20 5.40 5.60 5.80 6.00
m/z 105.00 22.38%

51.0 ‘
‘H?Zp“‘w‘m‘J\leh“‘w‘H\‘H‘M‘H\H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5718: p-Xylene
91.0

5.20 5.40 5.60 5.80 6.00

o

5000 m/z 77.00 12.77%
- ‘ 51‘- O ‘ M
0**w**H\HW‘W*HW*J*NM*w*H‘w**w*H*\H*w**H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene AR RN EEEEE
91.0 5.20 5.40 5.60 5.80 6.00

m/z 51.00 9.55%

5000
51.0 ‘
210 | o)

T e REREE AL e
miz--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Heptanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.798 2.77 ng 236434  1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 59
4 2-Octanone 128 C8H160 000111-13-7 56
5 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 47
Abundance Scan 427 (5.798 min): BM039052.D\data.ms (-422) (-) m/z 43.00 100.00%
5.40 5.60 5.80 6.00 6.20
85.0 114.1 : . : : .
ol Jes: e 2088 2808 n/; 58.00  60.94%
miz--> 50 100 150 200 250
Abundance #8423: 2-Heptanone
43.0
5000 AR
5.40 5.60 5.80 6.00 6.20
m/z 71.e0 15.73%
O\\“r ‘\“““\ \b:lwn‘q“l]\-ﬁiw.oww‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #8503: 2-Hexanone, 5-methyl-
43.0
A
5.40 5.60 5.80 6.00 6.20
5000 m/z 59.00 11.39%
oLl oo
miz--> 50 100 150 200 250
Abundance #8492: 2-Hexanone, 4-methyl- ﬂ_“‘_“‘_“‘_“‘ﬁ\
43.0 5.40 5.60 5.80 6.00 6.20
m/z 41.00 10.91%
B MM
ool | | SOuso
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.433 2.51 ng 359697  Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 80
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 52
Abundance Scan 1725 (13.433 min): BM039052.D\data.ms (-1721) (1 m/z 57.05 100.00%
57.0
1350
112.0  154.0 :
0 m‘mw“l‘H“:‘p!mWm‘mwwal??‘lm_m m/z 43.00 75.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 T
85.0 13.50
29.0 m/z 71.05 63.24%
11
O \\\‘ \‘\‘\ \ T \H ‘ T \“} T “1‘\ T \“‘ T \ﬁﬁ‘\%?%?\}?%ﬂ\\l%?\(\)\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
—
13.50
5000 m/z 85.05 39.42%
85.0
29.0
0 \ ‘ I 4 | 1130 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester P
57.0 13.50
m/z 41.00 37.77%
5000 85.0
29.0 113.0
0“W“H‘HJM‘M‘ﬂMH‘HEW‘H“H‘W‘H‘_‘H‘H‘W‘H‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Coumarin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.116 3.01 ng 431216  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Coumarin 146 C9H602 000091-64-5 91
2 Benzofuran 118 C8H60 000271-89-6 86
3 Benzofuran-2-carboxaldehyde 146 C9H602 004265-16-1 60
4 1H-Benzimidazole-2-carboxaldehyde 146 C8H6EN20 003314-30-5 58
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 53

Abundance Scan 1841 (14.116 min): BM039052.D\data.ms (-1838) (- | m/z 118.00 100.00%

118.0
146.0
5000 89.0
63.0

39.0 14.00 1450
Ol e L AT 207.9 0 14600 76.03%

miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #25735: Coumarin
118.0
146.0
5000
9.0 14.00 14.50
63.0

m/z 89.00 47.37%

20 \ |
\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10175: Benzofuran
118.0

o

1400 1450
5000 m/z 90.00 42 .74%
90.0
63.0
39.0
0‘”‘M‘”mhwNM”‘W‘”\”‘”‘”‘M‘”\”‘W‘”‘M‘” J
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #25744: Benzofuran-2-carboxaldehyde o =

146.0 14.00 14.50

63.00  30.03%

89.0
5000
63.0
39‘ 0 ‘ 118.0 iJ
0 ‘ I ‘ il ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.504 3.26 ng 466662  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1907 (14.504 min): BM039052.D\data.ms (-1903) (- | m/z 57.05 100.00%
57.0
T T 1
h 90 140 14.50
(
Oyt g 410, 1790 2121 2804 o 43,05 73.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 —— :
14.50
99.0 m/z 71.10 64.83%
O\\\2‘?‘\\‘}HH!’\\}\“!‘\H““HU\‘\H\\?‘]\_\\0\’\\]\.3\3\9‘2\]\.}2\?\H‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
T 1
14.50
5000 m/z 85.05 41.50%
0 270‘ h\ H\ L u‘. | \1410 183.0 268.0
e A e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane R ‘
57.0 14.50
m/z 41.05 38.39%
B ﬂML
oo 20 a0 a0 -
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.457 3.39 ng 485876  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 68
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 68
Abundance Scan 2069 (15.457 min): BM039052.D\data.ms (-2064) (- | m/z 57.10 100.00%
57.1
- V\NAJLJMJXN\MJyij
—
h 99.0 1410 15.50
ol ol 3410 1822 2262 281U .., 43,05 70.04%
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 T
15.50
99.0 m/z 71.10 66.28%
226.0
0 \2\7“\.0‘\““”\ ”‘!‘ \‘H‘\ HL \“‘ \‘%4}1.‘0“\ ‘\18\3\0’ T \‘\ L L
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—r
15.50
5000 m/z 85.10 44 ,33%
99.0 140.0
182.0
ol M\‘ R R s a1
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl- —
57.0 15.50
m/z 41.00 36.08%
B v\vﬁﬂwv/vJwawﬁdw/kJ
27“.0 ‘ | 97.0 12‘7.0
ol e L N ——
m/z--> 50 100 150 200 250 15.50

8270-BM@30823.M Tue Mar 21 11:48:27 2023 Page: 10



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32023\
BM@39052.D

: 20 Mar 2023 19:54
: CG/JU
: 01944-01

. 8

hod :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Pentadecane, 2,6,10-trimethyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
15.863 2.21 ng 316155  Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 70
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 2138 (15.862 min): BM039052.D\data.ms (-2127) (- | m/z 57.10 100.00%
57.1

o)
a1
o

5000
113.1 15.50 16.00
‘ ‘ 141.0169.1 2069
o‘_‘H‘HWMHMwwHWM‘W_‘H‘H‘WH‘W‘H‘M‘H_‘H‘H‘W m/z 71.00 56.08%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 = S
15.50 16.00
0.0 880 m/z 43.00 46.79%
113.0
0 [ 4] “ | 1410 183021102390
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

r

Abundance #45506: Decane, 3,6-dimethyl-
57.0
15.50 16.00
m/z 85.05 26.21%
5000 85.0
290 113.0
141.0
S A v LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59087: Decane, 2,6,8-trimethyl- — e
57.0 15.50 16.00
m/z 41.00 24.61%
85.0
0 ‘\ || 1180 1550 1840
R R e AARRARsamssaas: — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00

8270-BM@30823.M Tue Mar 21 11:48:28 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.968 8.24 ng 1180750  Acenaphthene-d10 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 49
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
Abundance Scan 2156 (15.968 min): BM039052.D\data.ms (-2149) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
16.00
151.9 :
0220 e 2R8 280 s 77,00 66.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
m/z 182.00  49.26%
0RO | 1520 |
’\H\“HH‘\HH\‘HH‘HH‘HH‘\H‘\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56777: Azobenzene
77.0
=
182.0 16.00
5000 m/z 51.00 25.37%
105.0
e e e T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —
105.0 16.00
m/z 181.00 8.18%
77.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

8270-BM@30823.M Tue Mar 21 11:48:28 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.315 3.48 ng 553624  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2215 (16.315 min): BM039052.D\data.ms (-2211) (- | m/z 57.10 100.00%
57.1
o /\JuxA&np\x#&wﬂ/w\M
— —
h 99.0 169.1 16.00 16.50
ol A )| 4133,01601205.0240.2 3278 ./, 4316  69.33%
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
5000 — ——
16.00 16.50
99.0 m/z 71.10 68.94%
Jiso | | |4, 101830 2250 260
\\\\‘\\\\‘\\\\‘\1\\‘\\\\’\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
— —
16.00 16.50
5000 m/z 85.05 42 .31%
99.0
0 T H\ LL u‘ 1 :\I'4\10 183.0 268.0
A
miz--> 50 100 150 200 250 300
Abundance #141056: Octadecane T T
57.0 16.00 16.50
m/z 41.00 35.10%
5000
‘ 99.0
ol Lyl 34101830 2840 o
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Pentadecane, 2,6,10,14-tetr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.339 2.35 ng 372855 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Octadecyl octyl ether 382 C26H540 1000406-38-7 64
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 64
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 56
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 56
Abundance Scan 2219 (16.339 min): BM039052.D\data.ms (-2217) (- | m/z 57.10 100.00%
57.1
5000
113.1
— —
‘ ‘ 183.1 0.7 16.00 16.50
o oslphodop Lb a7 [ 82T s 7118 87.01%
miz--> 50 100 150 200 250 300
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 = =5
16.00 16.50
113.0 m/z 113.10 27.02%
‘ ‘ 183.0
0189 | Ll | 2220 280
miz—-> 50 100 150 200 250 300
Abundance #289623: Octadecyl octyl ether
57.0
T 4
16.00 16.50
5000 m/z 56.00 23.91%
97.0
bl om0 e
miz--> 50 100 150 200 250 300
Abundance #33083: Decane, 2-methyl- — T
57.0 16.00 16.50
m/z 43.10 22.89%
5000
112.0
oo L Ll [ oaseo e
m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BM@30823.M Tue Mar 21 11:48:30 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Octadecane Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
17.108 276 ng 438069 Phenanthrene-dle 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 octadecane 254 ciamzs 000593-45-3 94

2 Hexacosane 366 C26H54 000630-01-3 91
3 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2350 (17.109 min): BM039052.D\data.ms (-2346) (- | m/z 57.05 100.00%
57.0
w0 /VW\#A/\”
01 o5 17ss
" 1410 : :
- w,‘m\!‘ Ay 3401820 2842 47 43.05  66.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — ——
17.00 17.50
0.0 m/z 71.05 65.94%
LS om0 e
O\‘\‘\“‘\‘\‘\‘“‘\H‘\“\“\f““\‘\\‘\“\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
17.00 17.50
5000 ITI/Z 85.10 45 .53%
9.0
A e B ARaeam T e
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T —
57.0 17.00 17.50
m/z 41.00 33.04%
B MMJ\
9.0 183.0
ol bl b e T a0 e ———
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BM@30823.M Tue Mar 21 11:48:31 2023
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Data Path : Z:\
Data File : BM@

Acq On : 20
Operator : CG/
Sample : 019
Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM032023\
39052.D

Mar 2023 19:54

Ju

44-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Eicosane Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
17.162 2.07 ng 329752  Phenanthrene-di0 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2359 (17.162 min): BM039052.D\data.ms (-2355) (- | m/z 57.10 100.00%

57.1
5000

‘ H 0 184.0 T ]
Il

| 90 390 ‘ 17.00 17.50
AL L0 L 21402441 2820 0 g1 65 78.80%

‘ et
m/z--> 50 100 150 200 250
Abundance #176384: Eicosane

57.0

o

5000 —_ St
17.00 17.50
99.0 m/z 43.00 47.15%
T \ \ ‘ T T T \ T \ ‘ \ \ T \ T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
e e
17.00 17.50
5000 m/z 85.05 44.45%
9.0
0 27"0\\ h\ H\ L H‘ | 14‘1 0 183 0 2250 268 0
e e e e !
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- T —
57.0 17.00 17.50

m/z 41.00  26.33%

B WA/L\A/\/
1410 1830 2390  296.

o‘”_ Hw_”w””_”w e e
miz--> 100 150 200 250 17.00 17.50

8270-BM@30823.M Tue Mar 21 11:48:32 2023 Page: 16



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32023\

Quant Method :
Quant Title

TIC Library

BM@39052.D
: 20 Mar 2023 19:54
: CG/JU
: 01944-01
: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Tridecane, 6-propyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
17.851 2.54 ng 404357  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 CléH34 055045-10-8 93
2 Tridecane, 7-propyl- 226 CléH34 055045-09-5 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2476 (17.851 min): BM039052.D\data.ms (-2472) (- | m/z 57.05 100.00%
57.0
e w/\u
— —
99‘0 1411 1841 17.50 18.00
oLl d g 24D 1841 2250 2681 841 . 7116 69.21%
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 — T
17.50 18.00
m/z 43.05 67.60%
126.0 183.0
O L ““ “‘ H‘ h’ \“ T h\ \ ‘\ T \H T ‘ \2?6\.0\ ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-
43.0
— —
17.50 18.00
5000 85.0 m/z 85.85  46.69%
140.0
SR I =" T
miz--> 50 100 150 200 250 300
Abundance #176385: Eicosane “ —
57.0 17.50 18.00
m/z 41.00 31.11%
h whﬁAJbMAJ&wwAnLJ\\
ol L)) Iy u\ ° 1410 1830 2250 2620
i A — —
m/z--> 50 100 150 200 250 300 17.50 18.00

8270-BM@30823.M Tue Mar 21 11:48:33 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.250 10.02 ng 1593280  Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 53

Abundance Scan2544(18251nﬂm BMO039052.D\data.ms (-2538) (- m/z 72.95 100.00%

5000
129.0

213.2 1 U
256.1 18.00 18.50

0 w‘h‘“ b L 1L “ 3808 /7 43,05 83.47%

m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0

5000 T ——
129.0 18.00 18.50
213.0 m/z 60.00 82.41%
171.0 ‘
0! u‘ﬂ‘\wm ‘\\“‘ ““‘u\ \‘\\\"\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
—T =
18.00 18.50
5000 129.0 ITI/Z 57.10 67.43%
29.0
‘ 19902420
0 “M‘M \JMuLM ‘\ \““ S —
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 41.00 65.16%
5000
29.
129.0
‘ 17102140
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Tridecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.545 2.23 ng 355233 Phenanthrene-d10 17.357
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
Abundance Scan 2594 (18.545 min): BM039052.D\data.ms (-2589) (- | m/z 57.05 100.00%
57.0
T \
| 99‘-0 0 2610 18.50
ob b by 1410 18212180 2810 m/z 71.85 67.54%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 — :
18.50
99.0 m/z 43.05 64.42%
0 25l0 “h\ ”“‘ \‘h‘\ h“ \H‘ \‘%4%.‘9\ %8\‘3\0‘ \22\5\0\ T \2\96‘0\
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
18.50
5000 m/z 85.05 47 .77%
‘ .0 183.0
I 0 0 . S -
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T
57.0 18.50
m/z 41.00 29.64%
5000
99.0
obzsol ||| |, 1410 wmso 20 =
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.521 3.86 ng 711688  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2760 (19.521 min): BM039052.D\data.ms (-2755) (- | m/z 73.00 100.00%
5000 129.0 J@
185.1 241.1 ‘19‘50‘ I
284.1 .
ol W VIO S ‘L‘u”“_”?’?f"l” m/z 43.00 94.82%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 1
185.0 241.0 19.50
m/z 59.95 81.31%
oLt H‘u‘ uum‘ M “‘\‘ ‘L‘\“‘ ‘\“‘ \“‘\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
— ] I
19.50
m/z 57.10 78.12%
5000 284.0 /
3.0 1290
1] 1850 2410
fo) \‘M‘ u‘H \u‘\\}‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3:7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 55.00 72.80%
5000
129.0
29. 185.0 228.0
0, HH‘ h” H‘\m . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acq On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.239 6.52 ng 1202030  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3052 (21.239 min): BM039052.D\data.ms (-3048) (- | m/z 57.05 100.00%

57.0
5000
11.1

—
1 2070 21.00 2150
A ‘ _M b o0 28303390 4009 4611 ./, 43,05  84.86%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138523: 5-Octadecene, (E)-
558.0

o

5000 T ‘ T T ‘ T
21.00 21.50
11.0 m/Z 55.00 74 .84%
O h\J“‘\“\“\‘\1‘-6\\8\9‘\\\2\5‘2\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
—— ——
21.00 21.50
5000 11.0 m/z 83.05 74.47%

o I “ |167.0  238.0292.0 364.0

A LR, 23802920 S6RD
miz--> 50 100 150 200 250 300 350 400 450
Abundance

#330472: Heptafluorobutyric acid, n-octadecyl ester T T
57.0 21.00 21.50

m/z 69.00 68.50%

5000 11.0
169.0 252.0
‘ ‘\ J“\ bl 448.0

om‘_‘H_m‘HH_HwmH_m_m_m_m = —
miz--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32023\
Data File : BM@39052.D

Acqg On : 20 Mar 2023 19:54
Operator : CG/JU

Sample : 01944-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.057 37.5 ng 3203330 1 7.969 1706270 20.0
Benzene, 1,3-di... 5.593 3.4 ng 288906 1 7.969 1706270 20.0
2-Heptanone 5.798 2.8 ng 236434 1 7.969 1706270 20.0
Tetradecane 13.433 2.5 ng 359697 3 14.610 2865270 20.0
Coumarin 14.116 3.0 ng 431216 3 14.610 2865270 20.0
Pentadecane 14.504 3.3 ng 466662 3 14.610 2865270 20.0
Hexadecane 15.457 3.4 ng 485876 3 14.610 2865270 20.0
Pentadecane, 2,... 15.863 2.2 ng 316155 3 14.610 2865270 20.0
Benzophenone 15.968 8.2 ng 11807560 3 14.610 2865270 20.0
Heneicosane 16.315 3.5 ng 553624 4 17.357 3179890 20.0
Pentadecane, 2,... 16.339 2.4 ng 372855 4 17.357 3179890 20.0
Octadecane 17.109 2.8 ng 438069 4 17.357 3179890 20.0
Eicosane 17.162 2.1 ng 329752 4 17.357 3179890 20.0
Tridecane, 6-pr... 17.851 2.5 ng 404357 4 17.357 3179890 20.0
n-Hexadecanoic ... 18.250 10.0 ng 1593280 4 17.357 3179890 20.0
Tridecane, 1-iodo- 18.545 2.2 ng 355233 4 17.357 3179890 20.0
Octadecanoic acid 19.521 3.9 ng 711688 5 21.533 3685630 20.0
5-Octadecene, (E)- 21.239 6.5 ng 1202030 5 21.533 3685630 20.0
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