LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BG@57087.D

Acqg On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vvial : 11  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_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57087.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.810 210 216 228 rBV3 10972 18018 1.93% ©0.398%
2 5.433 316 322 329 rBv2 76882 114454 12.27% 2.527%
3 5.915 397 404 413 rBV 199342 320168 34.32% 7.070%
4 6.855 558 564 572 rBB 48683 80020 8.58% 1.767%
5 7.536 673 680 689 rBV 204058 361664 38.77% 7.987%
6 8.399 821 827 834 rBB 52516 90443 9.70% 1.997%
7 9.228 961 968 974 rBB2 7021 12221  1.31% 0.270%
8 9.574 1020 1027 1039 rVB 120096 222559 23.86%  4.915%
9 11.243 1304 1311 1320 rVB 65484 121200 12.99% 2.676%
10 12.594 1536 1541 1549 rBB3 10058 14301 1.53% ©0.316%
11 13.639 1712 1719 1729 rVB 356902 525968 56.38% 11.615%
12 13.804 1742 1747 1752 rBvV2 17120 23505 2.52% 0.519%
13 14.450 1851 1857 1862 rBV6 6037 13182 1.41% 0.291%
14 14.861 1922 1927 1933 rVB 30870 40805 4.37% ©0.901%
15 15.014 1947 1953 1960 rVB 112045 172039 18.44%  3.799%
16 15.414 2015 2021 2025 rVB4 4881 9562 1.03% 0.211%
17 15.472 2025 2031 2034 rBV4 8145 14939 1.60% ©0.330%
18 15.807 2082 2088 2093 rVB 46071 61498 6.59% 1.358%
19 16.212 2149 2157 2161 rBV5 9805 20872 2.24% 0.461%
20 16.348 2177 2180 2186 rVV2 10573 16875 1.81% 0.373%
21 16.430 2190 2194 2199 rBV4 6522 10015 1.07% 0.221%
22 16.494 2199 2205 2212 rBV 229664 350972 37.62% 7.751%
23 16.665 2229 2234 2242 rBV 52689 81559 8.74% 1.801%
24 17.458 2364 2369 2373 rBV 28505 34705 3.72% 0.766%
25 17.511 2373 2378 2382 rvB2 7567 10409 1.12% 0.230%
26 17.752 2413 2419 2425 rBV 141444 218047 23.38% 4.815%
27 18.192 2489 2494 2499 rVB 25752 33530 3.59% 0.740%
28 18.592 2555 2562 2567 rBV5 15187 24868 2.67% 0.549%
29 18.874 2606 2610 2614 rVB 15222 16912 1.81% 0.373%
30 19.4%90 2711 2715 2722 rBv4 7537 10560 1.13% 0.233%
31 20.319 2850 2856 2863 rVB 732742 932817 100.00% 20.599%
32 21.629 3074 3079 3087 rBV2 26493 49174 5.27% 1.086%
33 22.069 3148 3154 3161 rVB 152669 251787 26.99% 5.560%
34 25.600 3745 3755 3766 rVB3 80252 248714 26.66%  5.492%

Sum of corrected areas: 4528362
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057087.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.810 3.98 ng 18018 1,4-Dichlorobenzene-d4 8.405

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
Abundance Scan 216 (4.810 min): BG057087.D\data.ms (-210) (-) m/z 83.15 100.00%
83.2
55.3
5000
43.1
98.2
Rmaas e AR
‘ 4.40 4.60 4.80 5.00 5.20
Ot Ll e m/z ss.25 78.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 ‘\A\\\‘\\\\‘\\\\’\\\\‘\\
29.0 ' 98.0 4.40 4.60 4.80 5.00 5.20
' m/z 43.15 36.71%
Ll 7.0 |
0 H\‘\H\‘H}}‘\H‘\i\H\‘HH‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
43.0 4.40 4.60 4.80 5.00 5.20
5000 m/z 98.15 27.85%
29.0
98.0
\‘ \‘\‘\ H‘ | 69.0 |
Ot et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- e e
55.0 83.0 4.40 4.60 4.80 5.00 5.20
m/z 39.25 24.15%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘wHH“m:;1”‘;‘;‘:1“m‘“;kulu_uu_m AN I E—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.433 25.31 ng 114454  1,4-Dichlorobenzene-d4 8.405

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Octanol 130 C8H180 000589-98-0 45
3 1,2-Butanediol 90 C4H1e02 000584-03-2 32
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 322 (5.433 min): BG057087.D\data.ms (-316) (-) m/z 43.15 100.00%
43.1
59.3
5000
101.2 T T T
5.20 5.40 5.60 5.80
L 1 832 9
ottt e e m/z 59.25 63.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I L LI LN B
5.20 5.40 5.60 5.80
101.0 m/z 101.15 21.62%
Sl i 8?7'0 |
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
e RRREEEEEE
5.20 5.40 5.60 5.80
5000 83.0 m/z 58.15  13.04%
41.0
29.0 101.0
o‘“1‘5;9_”‘“‘HM:‘M,"1‘1;”‘7“‘,1:9”_:”_ww‘;w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2578: 1,2-Butanediol e
59.0 5.20 5.40 5.60 5.80
m/z 41.25 9.64%
31.0
5000
3.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\

Data File : BG@57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: 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 4 Carbonic acid, nonyl prop-1... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
12.594 2.36 ng 14301 Naphthalene-d8 11.243
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403

2 Ether, hexyl pentyl

172 C11H240

3 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120

4 Hexane, 2,4-dimethyl-

114 C8H18

5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S

1000382-53-9 59
032357-83-8 50
006124-90-9 43
000589-43-5 43
1000309-14-1 40

Abundance Scan 1541 (12.594 min): BG057087.D\data.ms (-1536) (-~ | m/z 57.15 100.00%
57.1
43.3
5000 71.3
8.3 A AA“ VT
I .
OF e e e el M/z 43025 64.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
57.0 VI ﬁ
5000 T L I R
71.0 12.50
29.0 ‘ 85.0 m/z 71.25 40.20%
O\‘\\\H“\\\\’\\\\‘\\!\‘\\\\”\\\\’\u‘\\‘\\9?‘0\\1\-\]-‘1\-\9\’]:2\\6\?\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #47383: Ether, hexyl pentyl
43.0
| .S
71.0 12.50
5000 ITI/Z 85.25 30.37%
85.0
56.0
Lol oy, 2010
Obrprrrr et e bt e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 ﬂ
Abundance #4442: Oxirane, 2-methyl-3-propyl-, cis- ‘ 7
43.0 12.50
m/z 41.25 29.05%
57.0
5000 71.0 85.0
obrprrerprr el e 2902 1 I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.804 2.73 ng 23505  Acenaphthene-die 15.014
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
Abundance Scan 1747 (13.804 min): BG057087.D\data.ms (-1742) (- | m/z 57.20 100.00%
57.2
5000
85.3
H‘ H 111.3 172.2 13.50 14.00
0Ll e e Mz 43025 84.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000
85.0 13.50 14.00
29.0 m/z 71.25 58.08%
\\\’\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
: 4
710 13.50 14.00
5000 m/z 41.25 44.25%
99.0 140.0
M R R 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0 13.50 14.00
m/z 85.25 33.42%
5000 85.0
29.0
‘H,‘H“H"_"w"H‘H“_“w“u“u“u“_‘ P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

8270-BGO33023.M Fri Apr 14 19:04:20 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Undecane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.861 4.74 ng 40805  Acenaphthene-d10 15.014
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 78
Abundance Scan 1927 (14.861 min): BG057087.D\data.ms (-1922) (- | m/z 57.20 100.00%
57.2
5000
‘ “ 1412 14.50 15.00
ob—A4A w”w\uhm@m_m_m_m_m m/z 43.25 82.15%
m/z--> 50 100 150 200 250 300 350
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
5000
5.0 14.50 15.00
140.0 m/z 71.25 73.78%
O\\L‘\“‘“\“‘\M‘\h\\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
14.50 15.00
5000 m/z 85.25 45 .52%
ok (J Ll % | “‘HllQ 189.0231.0273.0315.0 _ 386.C
A e e S T
m/z--> 50 100 150 200 250 300 350 [\
Abundance #123960: Heptadecane L ﬁﬁﬁ‘A‘ M‘A‘A‘Aﬁf
57.0 14.50 15.00
m/z 41.20 41.69%
5000
9.0
0150 | | 1 T 14101830 240.0 ’\rm\
H““ A A
m/z--> 50 100 150 200 250 300 350 14. 50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.807 7.15 ng 61498  Acenaphthene-d1e 15.014
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 2088 (15 807 min): BG057087.D\data.ms (-2082) (-~ ' m/z 57.20 100.00%

57.2
5000 85.3

h 1133 15.50 16.00
www“mm“w‘hH‘Mn_‘lﬁl“l‘wWww,w,w,w m/z 43.25 75.71%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000

15.50 16.00

o

m/z 71.20 68.82%
29.0
O TTT ‘ \‘\‘\ \“‘} T \“ “ \‘}H} T “H‘\ T \h“:l-\:\l-‘”\ ‘ \‘\]-\4?.‘]: \O\\]_‘\G? \0‘\1-\\92 \(\)\ T ’ TTTT ’ TT \\2’6\% \(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
15.50 16.00
5000 85.0 m/z 85.25 43.54%
29.0
Hw‘uwu‘wu‘wuH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘
m/z--> 20 40 60 80 100120140160180200220240260 /MM
Abundance #123961: Heptadecane W“AA‘AM‘AM‘A“
57.0 15.50 16.00
m/z 41.20 36.45%
5000
85.0
29.0
0 \‘ h |, 13014101690 240.0 o™y el

m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.212 2.43 ng 20872  Acenaphthene-die 15.014
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 72
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
3 Heneicosane 296 C21H44 000629-94-7 64
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2157 (16.212 min): BG057087.D\data.ms (-2149) (- | m/z 57.15 100.00%
57.1
| gsu.s 16‘9-3 16.00 16.50
o e m/z 43.25 70.73%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 st Agrmtniind A ey
16.00 16.50
99.0 m/z 71.25 66.70%
O \2\5J\0‘!“ ““\ ‘ “‘ H‘ \ T “]\-4‘%[ ’()\ ?‘8\3\0‘ T T 2\4?.‘0 T T T T
m/z--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
16.00 16.50
5000 m/z 85.25 42 .72%
99.0
ob AL Ly 17 2970 2300 2810
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0 16. 00 16.50
m/z . 40.73%
5000
‘ 99.0
410
0 ‘2‘6\L‘0‘\ “\‘ H\ h\ h‘ A ‘ﬂ- | ?‘83 O‘ ‘22‘5‘0‘ ] ‘2‘96’( /”J'\/%N//L\I"W
m/z--> 50 100 150 200 250 16 00 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 9 1@-Methylnonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.665 7.48 ng 81559  Phenanthrene-d10 17.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 10-Methylnonadecane 282 C20H42 056862-62-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86

Abundance Scan 2234 (16.665 min): BG057087.D\data.ms (-2229) (- | m/z 57.25 100.00%

57.3
5000 85.2

o ol
16.50 17.00

113.2141.3169.3
_HJME‘ueh:‘“‘m‘wwH‘um_HwWWWWMW m/z 43.20  71.89%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158598: Nonadecane
57.0
85.0

Ty
16.50 17.00
m/z 71.25 63.57%

29.0
\‘ \‘\ il HH\ \H\ ‘\‘11\\\30\\14}0‘1690 197.0 26‘8(
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #176388: 10-Methylnonadecane
57.0

o

16.50 17.00
5000 85.0 m/z 85.20 44 .61%
290 ‘ 113.0 HT'O
0 “\;‘H\“;H‘ \"\;‘;"\H\H;‘\‘HM‘“M“H“"\“‘H“HH‘HH‘HH“H‘Z‘G“?"F
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #123961: Heptadecane
57.0 16.50 17.00

m/z 41.25 37.81%

5000
85.0
29.0
0 \‘ | H‘\ |, t130141.0169.0 240.0

Y e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.50 17.00

s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.458 3.18 ng 34705 Phenanthrene-d10 17.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octadecane 254 (C18H38 000593-45-3 87
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 72
5 Octacosane 394 (C28H58 000630-02-4 72
Abundance Scan 2369 (17.458 min): BG057087.D\data.ms (-2364) (- | m/z 57.25 100.00%
571.3
- Jb&,
9.3 1750
‘ “' 141.4 207.3 17.50
ol b e e m/z 43.25 66.10%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 U
17.50
9.0 m/z 71.25 59.15%
oL 1L 111 1410183.02250267.0300.0 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
17.50
5000 m/z 85.25 48.32%
‘ 9.0
ol ALly L 340830 2840
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0 17.50
m/z 41.20 39.11%
5000
4 0 198.0
olsQ [ 1410 180 Y
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_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.192 3.08 ng 33530  Phenanthrene-die 17.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Dotriacontane 451 C32H66 000544-85-4 72
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
5 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 52
Abundance Scan 2494 (18.192 min): BG057087.D\data.ms (-2489) (-~ | m/z 57.20 100.00%
57.2
- MJM
f\M«J\/*h,/\\
‘ H Il 1.3 18 00 18. 50
oAb e M/Z 71,25 72.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74006: Tetradecane
57.0
5000
18.00 18.50
m/z 43.25 67.66%
0 \“‘\‘\“‘\“‘!‘\“\‘1\%’\?1‘\\}\9?\0\\\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane
57.0
18.00 18.50
5000 m/z 85.25 60.56%
0 ‘\‘ h |113.0 169.0 225.0 295.0 351.0 450.(
A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #170572: Sulfurous acid, hexyl octyl ester
57.0 18.00 18.50
m/z 41.25 36.87%
5000
113.0
oLblbid [ aeso Y b
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 unknownl8.592 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.592 2.28 ng 24868  Phenanthrene-die 17.752
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 35
3 Pentadecanoic acid 242 C15H3002 001002-84-2 27
4 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 25
5 Dodecanoic acid 200 C12H2402 000143-07-7 22
Abundance Scan 2562 (18.592 min): BG057087.D\data.ms (-2555) (- | m/z 73.15 100.00%
3.3 73
129.2
5000 2133 N
157.31g5 2 Wl
I A
oww‘!””“‘Mwaww_“ww“waw“‘ m/z 43.25 97.44%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
Iy
5000 129.0 T
18.50
167.01g5 02130  256.0 m/z 60.15 91.54%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
I
129.0 18.50
5000 43.0 m/z 41.25 88.99%
185.0 228.0
1
0 MM A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid |
43.0 ,73.0 18.50
m/z 55.15 80.44%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57087.D

Acq On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc E9074-BAYC-002

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 13 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.629 3.01ng 49174  Chrysene-diz 22.069

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 76
3 17-Pentatriacontene 491 C35H70 006971-40-0 76
4 1-Hexacosanol 382 C26H540 000506-52-5 76
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 70
Abundance Scan 3079 (21.629 min): BG057087.D\data.ms (-3074) (- | m/z 83.25 100.00%
83.3
5000 Ak
S I 17T
176.9 342.1 21.50 22.00
Wy, 2672 Py
0h _“_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 69.25 99.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000
21.50 22.00
m/z 43.20 97.94%
ok lh‘.‘ 2520 3600 648,
\H‘HH‘\HT‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
21.50 22.00
5000 m/z 57.20 90.86%
’ 1.0
H 196.0
269.0
ou‘u“%lLm‘whHJ‘HH_HwHHw‘_m‘w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0 21.50 22.00
m/z 55.25 80.33%
5000
1.0
0 111,.182.0 267.0 490.0
H"H‘W‘H"H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BG@57087.D

Acqg On : 13 Apr 2023 18:36

Operator : CG/JU

Sample : 02322-01

Misc : E9074-BAYC-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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|
3-Penten-2-one,... 4.810 4.0 ng 18018 1  8.405 90443 20.0
2-Pentanone, 4-... 5.433 25.3 ng 114454 1  8.405 90443 20.0
Carbonic acid, ... 12.594 2.4 ng 14301 2 11.243 121200 20.0
Tridecane 13.804 2.7 ng 23505 3 15.014 172039 20.0
Undecane, 2,3-d... 14.861 4.7 ng 40805 3 15.014 172039 20.0
Nonadecane 15.807 7.2 ng 61498 3 15.014 172039 20.0
Heptadecane 16.212 2.4 ng 20872 3 15.014 172039 20.0
10-Methylnonade... 16.665 7.5 ng 81559 4 17.752 218047 20.0
Hexacosane 17.458 3.2 ng 34705 4 17.752 218047 20.0
Tetradecane 18.192 3.1 ng 33530 4 17.752 218047 20.0
unknown18.592 18.592 2.3 ng 24868 4 17.752 218047 20.0
Pentadecafluoro... 21.629 3.9 ng 49174 5 22.069 251787 20.0
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