LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acqg On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc :

ALS vial : 5 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-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55321.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.692 233 239 248 rVB 31888 49470  3.15% ©0.354%
2 5.315 339 345 354 rVB 201471 303882 19.36% 2.174%
3 5.797 419 427 435 rBV 295939 474347 30.22% 3.394%
4 7.418 695 703 713 rBV 382194 662650 42.21% 4.741%
5 8.270 840 848 855 rBV 118774 198242 12.63% 1.418%
6 9.446 1039 1048 1057 rBV 252666 447758 28.52%  3.203%
7 10.850 1281 1287 1293 rBV4 9615 17768 1.13% 0.127%
8 11.102 1323 1330 1338 rVB 159193 289720 18.46% 2.073%
9 13.511 1733 1740 1747 rVB 678015 1065378 67.87% 7.622%
10 13.682 1765 1769 1780 rVB 33134 52532 3.35% 0.376%
11 14.334 1873 1880 1883 rBV2 24902 43260 2.76%  ©0.309%
12 14.375 1885 1887 1896 rVV6 13088 24135 1.54% 0.173%
13 14.451 1896 1900 1905 rVB4 14393 19333 1.23% 0.138%
14 14.745 1945 1950 1955 rVB 107951 134595 8.57% 0.963%
15 14.886 1968 1974 1981 rVB 263520 423556 26.98% 3.030%
16 15.198 2021 2027 2030 rBV5 16852 38251 2.44% 0.274%
17 15.239 2030 2034 2038 rVW5 27211 49802 3.17% ©.356%
18 15.297 2041 2044 2048 rVV3 28209 48953  3.12% ©0.350%
19 15.356 2050 2054 2062 rVV3 46309 119229 7.60% 0.853%
20 15.421 2063 2065 2072 rVB 25175 37494 2.39% 0.268%
21 15.685 2097 2110 2118 rBV2 401195 1182461 75.33% 8.460%
22 16.091 2173 2179 2184 rBV 102401 174983 11.15% 1.252%
23 16.238 2201 2204 2212 rVB3 33628 58018 3.70% 0.415%
24 16.308 2213 2216 2220 rVB3 51033 60303 3.84% 0.431%
25 16.361 2221 2225 2233 rBV 151158 254078 16.19%  1.818%
26 16.543 2251 2256 2259 rBV 367670 527549 33.61% 3.774%
27 16.884 2310 2314 2318 rBV3 46805 79352 5.06% ©.568%
28 16.943 2322 2324 2328 rVB2 50424 65031 4.14% 0.465%
29 17.048 2339 2342 2349 rVB 46765 61533 3.92% 0.440%
30 17.119 2350 2354 2357 rBV3 39982 58660 3.74% 0.420%

31 17.330 2386 2390 2395 rBV 458174 554803 35.34%
32 17.389 2395 2400 2404 rVV 187396 258567 16.47%
33 17.618 2434 2439 2444 rBV 320737 528433 33.66%
34 17.806 2468 2471 2478 rVB 55565 83707 5.33%
35 17.871 2479 2482 2489 rBV2 56126 98264 6.26%

OO WER W
N
[o]
=
R

36 18.071 2511 2516 2522 rBV 559385 686833 43.75%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acqg On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS vial : 5 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-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.752 2628 2632 2637 rVB 569357 667282 42.51% 4.774%
38 19.205 2706 2709 2714 rVB 82889 113801 7.25% 0.814%
39 19.369 2733 2737 2743 rBV 517377 631442 40.23% 4.518%
40 19.939 2830 2834 2838 rVB 397783 469166 29.89%  3.357%
41 20.192 2872 2877 2882 rVB 1194025 1569733 100.00% 11.230%
42 20.468 2920 2924 2928 rVB 285900 355465 22.64%  2.543%
43 20.961 3004 3008 3012 rVB 191519 218134 13.90% 1.561%
44 21.484 3094 3097 3104 rVB 120452 164816 10.50% 1.179%
45 21.896 3162 3167 3173 rVB 320488 554764 35.34%  3.969%

Sum of corrected areas: 13977533
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 27 Oct 2022 13:05
: CG/JU
: N5220-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
BG055321.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BG055321.D\data.ms

7.418

5.315 T 9446
8.270 11.102

4.692 f\ 10.85

350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG055321.D\data.ms
20.192

13.511

20.468 21.896
20.961

15.685 16.543

0
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BG055321.D\data.ms

P

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 16
R.T. EstConc Area Relative to ISTD R.T.
4.692 4.99 ng 49470 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
Abundance Scan 239 (4.692 min): BG055321.D\data.ms (-233) (-) m/z 83.00 100.00%
55.0 83.0
5000
43.0 98.0
e ARAREmaREE S
4.40 4.60 4.80 5.00
\‘ Ll 1 ‘ , 66.9 \ o
Ot e e e e e e e e e m/z 54.95 95.92%
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 LA L B L I L B LR
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 43.00 36.77%
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 #3553: 3-Hexen-2-one
55.0
83.0 AR RN R
290 43.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 34.97%
98.0
15.0
0 67.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A RAR S R
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 27.02%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0 m‘H‘wHmm:;1”‘;‘;‘:1“m‘“;kulu_uu_m JM/‘\MH_HWHH,HH
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5315 3e.e6ng 303882 1,4-Dichlorobenzene-dd 8.270
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4
2 Acetic acid, cyano-, 1,1
3 1-Propen-2-0l, acetate
4 Formamide, N,N-diethyl-

-methyl- 116 C6H1202
-dimethy... 141 C7H11NO2

100 C5H802
101 C5H11NO

000123-42-2 56
001116-98-9 17
000108-22-5 10
000617-84-5 9

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 345 (5.315 min): BG055321.D\data.ms (-339) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 500520 540560
ol 830
ot m/z 59.00 62.11%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B R B IR |
9.0 5.00 5.20 5.40 5.60
m/z 101.00 21.58%
0 27\\\ Ll i 830 10%0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
TR e
5.00 5.20 5.40 5.60
5000 41.0 ITI/Z 58.00 14.95%
Ol 18010
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate H“‘H“‘H,“H“‘HA
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.29%
5000
58.0
1?0 " | 100.0
O o L e e L B PR A i
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.745 6.36 ng 134595  Acenaphthene-di0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1950 (14.745 min): BG055321.D\data.ms (-1945) (- | m/z 57.00 100.00%

57.0
5000
85.0

—
| “ 14.50 15.00

113.0
bl AT AL 1690 2120 s 43,00 71.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0

5000 —— ——
8.0 14.50 15.00

m/z 71.00 54.91%

290‘

11
\\\‘\‘\‘\\“\\\H‘\\“}\“1‘\\\“‘\\ﬁﬁ‘\%?%?\}?%ﬂ\\l%?\(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane

57.0

—
14.50 15.00

o

o

5000 m/z 85.00 36.45%
85.0
29.0
| ‘ | | | 11301410 1840
0 H“ﬂ“ﬁ“ﬁ‘JH‘lu‘NH“““W“H,‘H"H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T —
57.0 14.50 15.00

m/z 41.00 34.78%

5000
85.0
290‘
‘\

0 i J ;113.0 141.0 169.0 197.0 226.0
“w“‘w“‘w“u“‘u“‘H,“H“‘H,‘H“‘H“‘H“‘H‘ e ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 4 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.356 5.63 ng 119229  Acenaphthene-di0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2054 (15.356 min): BG055321.D\data.ms (-2050) (-~ | m/z 57.00 100.00%
57.0
o T J
— —
‘ ‘113 1141.0170.0 15.00 15.50
0‘H‘HuwmwhﬂhﬂwJm‘NMWML‘MMN‘NH‘MHW‘HW‘HWH“ m/z 43.00 86.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45479: Dodecane
43.0
71.0
5000 = =
15.00 15.50
m/z 71.00 74.47%
‘ | H 99.0 1579 170.0
O \H‘\‘H\“\H\‘H“HM\HH‘H”\‘\‘\H‘HH‘H‘H‘HH‘\H\’HH’HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
= —
15.00 15.50
5000 85.0 m/z 85.05 49.34%
29.0
0 ‘ \ “\ Il \\‘11\\3 Oul41 0169 0198 0
HW‘HWH‘WH‘WHH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane = T
57.0 15.00 15.50
m/z 41.00 32.89%
5000 85.0
29.0
0 \‘ h H\ L ulldg 0\141 0169.0197.0 268.(
Hw‘HWHH‘HH_H‘_HWH‘WHH_H‘_HWH‘WHHV‘HVH‘ — ——
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.685 55.83 ng 1182460  Acenaphthene-d10 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 10-Methylnonadecane 282 (C20H42 056862-62-5 60
3 Pentadecane 212 C15H32 000629-62-9 49
4 Pentacosane 352 (C25H52 000629-99-2 49
5 Nonadecane 268 C19H40 000629-92-5 49

Abundance Scan 2110 (15.685 min): BG055321.D\data.ms (-2097) (- | m/z 57.00 100.00%
57.0

o M/\/JLJ\/
e —
| M 9901290 1551 2412 g 15.50 16.00
ol b TR T S sz 43,00 77.57%
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 — —
15.50 16.00

m/z 71.00 61.66%

99.0
27,0
T T ”\ ‘\“ ‘“ ‘\ “H‘ H‘ H‘ \ T %4\]- ‘() T \]-8\3\0‘ \2\26\ O\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176388: 10-Methylnonadecane
57.0

o

15.50 16.00
5000 m/z 41.00 42.13%
99.0 154.0
NI 8 P 7
m/z--> 50 100 150 200 250
Abundance #90192: Pentadecane — e
57.0 15.50 16.00

m/z 85.10  39.28%

5000
99.0
210} H‘ Ll L 1410 15092120 ‘

0" u‘ ‘ AT e — —
m/z--> 50 100 150 200 250 15.50 16.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\

BGO55321.D
: 27 Oct 2022 13:05
: CG/JU
: N5220-01
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
16.091 8.26 ng 174983  Acenaphthene-di0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 60
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 59
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58

Abundance Scan 2179 (16.091 min): BG055321.D\data.ms (-2173) (- | m/z 57.00 100.00%
57.0
85.0 . |
113.1 16.00
‘ ‘ ‘ 141.0 169.1
0 ‘_Hu,u”!_‘”\‘_HJ”_m“_uH_m_““‘3999“”‘2““2‘?“‘ m/z 71.85 50.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T ‘
16.00
29 0 8.0 m/z 43.00  46.47%
113.0
0 L] “ | ] 1410  1830211.0230.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic a
57.0
T \
830 1250 L840 16.00
5000 ’ m/z 41.00 24.07%
152.0
oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59062: Undecane, 3,5-dimethyl- —— ‘
57.0 16.00
m/z 85.00 23.08%
5000
29.0 85.0
oL 1120 15501840
P e e e S e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.543 19.97 ng 527549  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 CleH34 000544-76-3 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Dodecane, 2-methyl-6-propyl- 226 CléH34 055045-08-4 80
Abundance Scan 2256 (16.543 min): BG055321.D\data.ms (-2251) (- | m/z 57.00 100.00%
57.0
e }kuV\A/\AﬁK\JvV\PJLV
N
h 90 6 16.50
ol b b [y 2410 1881 2402 n; 43,00 71.84%
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
5000 —— :
16.50
m/z 71.00 65.72%
99.0
00— h‘\ ‘\“ ‘”h‘\ “!‘ \‘H‘\ H“ \”‘ T %41%[‘0‘\ :‘!-8\2\0‘ t \2\4??\ LI —
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
N
16.50
5000 m/z 85.05 42 .00%
025‘J°““ L | “‘93.0‘ 141.0 1830 226.0
I B AR e
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — ‘
57.0 16.50
m/z 41.00 32.80%
- /kmwvywﬂAAkvwwAJUVv
99.0 183.0
oLl LT e (T s -
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Nonane, 4,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.884 3.00 ng 79352  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 87
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Decane, 3-methyl- 156 C11H24 013151-34-3 83

Abundance Scan 2314 (16.884 min): BG055321.D\data.ms (-2310) (- | m/z 57.00 100.00%
57.0

-

5000
99.0 16.50 17.00
' 155.0 . : :
0 _Hu“;"H‘_w“m“ww‘mm bbb o0 2412 28410 71 9p  g0.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane
57.0
5000 — —
16.50 17.00
m/z 43.00 66.63%
27,0
RTINS
O ‘\}\\‘}\\H“\‘H\“\‘\H“‘H\H\‘\H\HVHH‘HH‘\H\“H\\‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
— ——
16.50 17.00
m/z 85.10 47.05%
5000 85.0 /
126.0
0 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo- — —
57.0 16.50 17.00
m/z 41.00 30.45%
- w
27.0 ‘ 99.0 155.0 197.0
0‘ALNmJmM‘wuﬂHL_\HpHMH‘WHJMH‘_HWHH‘HH_H — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\

Library Search Compound Report

Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 9 Octadecane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
17.330  21.00 ng 554803 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 (C18H38 000593-45-3 93
2 Hexadecane 226 Cl6H34 000544-76-3 90
3 Undecane, 5-ethyl-5-propyl- 226 CleH34 002755-07-9 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 80

Abundance Scan 2390 (17.330 min): BG055321.D\data.ms (-2386) (- | m/z 57.00 100.00%
57.0
5000 85.0 JWLdewJL\wAfMﬁA
17‘06 5.7‘56
113.0 : :
0 ‘_mw‘M_‘Mum‘wJ‘_‘1“""1”1”1‘?9‘1_”“2‘1“1“2“““25““? m/z 43.00 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141058: Octadecane
57.0
5000 85.0 \‘ ]
17.00 17.50
0.0 m/z 71.00 63.75%
113.0
O T ‘ \‘\‘\ T “\ T \H\ ‘ T \H} T ‘w‘\ T 1“ T \‘}‘\ ‘ \‘\]\-\4>‘].\ \(\)\]‘-\6\‘9\ \(‘)‘\]\_\93 \0\\2\‘2§ 9‘??4\‘0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
— ——
17.00 17.50
5000 m/z 85.05 43.77%
85.0
29.0
0 ‘\ ““ | H‘ 1113.0141.0 169.0 197.0 226.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107242: Undecane, 5-ethyl-5-propyl- T —
57.0 17.00 17.50
m/z 41.00 30.99%
85.0
5000
141.0
| 1130 ‘ 169.0197.0
PO 0 A Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.389 9.79 ng 258567  Phenanthrene-di0 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Tridecane, 4-methyl- 198 C14H3e 026730-12-1 87
Abundance Scan 2400 (17.389 min): BG055321.D\data.ms (-2395) (- | m/z 57.00 100.00%
57.0
o WN\J\A\M\/\
— ——
‘ h 113.1 Lea1 17.00 17.50
ob b d [ 11500 183121502462 2810 10" 71 00 81.60%
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — -
17.00 17.50
m/z 43.00 50.53%
99.0
J2000 | | 7], 1410 1830 2250 2680
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
17.00 17.50
5000 m/z 85.10 44 ,.53%
99.0
0 ‘\\ u”\ i \‘ H‘ \14?-0 183.0 239.0 296.(
e B AE
miz--> 50 100 150 200 250
Abundance #176385: Eicosane . —
57.0 17.00 17.50
m/z 41.00 25.79%
- W\WA/\\J\/\Af
27.0 99.0
oL UL LT, 20 gsa0 gso g0 | [T
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Tridecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.806 3.17 ng 83707  Phenanthrene-d1e 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H3e 001560-96-9 81
2 Dodecane 170 C12H26 000112-40-3 74
3 Nonadecane 268 C19H40 000629-92-5 72
4 Hexadecane 226 Cl6H34 000544-76-3 70
5 Eicosane 282 (C20H42 000112-95-8 64
Abundance Scan 2471 (17.806 min): BG055321.D\data.ms (-2468) (- | m/z 57.00 100.00%
57.0
97.0
— ——
“ || M 270 1800 2252,c0, 17.50 18.00
O brprrrrprrrefbr el bl bbbyt S0 | m/z 43.00  81.68%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #74020: Tridecane, 2-methyl-
57.0
5000 — e
17.50 18.00
- 990 155.0 m/z 71.00 58.01%
O \‘\\H‘H‘\\‘H\H“\\“}\’W‘H\“L\\\‘\‘\‘\H‘H\“\‘\H\‘%\9\8’\(\)\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #45479: Dodecane
43.0
— ——
17.50 18.00
5000 m/z 85.00 42.03%
85.0
0 ,,12701700,
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane “ —
57.0 17.50 18.00
m/z 55.00  31.48%
0 27‘ h\ “\ Il u‘ I \1410 183.0 268.(
‘_HWHH_HW‘HWHH“HWHH‘HH_HWHH“‘H_HWHH_H‘ — ——
m/z--> 0 20 40 60 80 100120140160180200220240260 17.50 18.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
BGO55321.D

: 27 Oct 2022 13:05

: CG/JU

: N5220-01

: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 12 Heptacosane, 1-chloro- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
17.871 3.72 ng 98264  Phenanthrene-d1e 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
2 Hexacosane 366 C26H54 000630-01-3 72
3 2-Methyltetracosane 352 C25H52 001560-78-7 58
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53

Abundance Scan 2482 (17.871 min): BG055321.D\data.ms (-2479) (- | m/z 57.00 100.00%
57.0

-

5000
‘ 196. 0239 2 17.50 18.00
0 “Np““ALwV“W‘“wHH ‘uNV“‘H,““““‘,“‘ m/z 71.00 54.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 — ——
17.50 18.00
m/z 43.00 46.25%
ol L‘ | 1120, 18302310 2870 3430 414
\\\‘ \\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\

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

T

Abundance #275537: Hexacosane
57.0
17.50 18.00
5000 ITI/Z 85.00 34.31%
i e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #262014: 2-Methyltetracosane — —
57.0 17.50 18.00
m/z 41.00 31.77%
- MMJLJ
o LLLLLTTY 1690 2250 3000 S
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG®55321.D

Acq On : 27 Oct 2022 13:05

Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 13 2-Bromo dodecane Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.071 26.00 ng 686833 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2516 (18.071 min): BG055321.D\data.ms (-2511) (- | m/z 57.00 100.00%
57.0
" NAL
T \
99.0 141 1 18.00
b d bl g 3411 1831 2240 2681 . 43.00  68.11%
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
18.00
m/z 71.00 64.76%
99.0 169.0
OL\!:;\Q‘\ \ ‘ h‘ \h‘ “ ‘ 3\4\0’ T ‘\ T ‘ L \248‘.9\ L ‘ L
miz—-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T \
18.00
5000 m/z 85.10 45, 24%
99.0 140.0
182.0
ome bbb 2280
m/z--> 100 150 200 250 300
Abundance #246481: Tetracosane — ‘
57.0 18.00
m/z 41.00 30.29%
5000
99.0
oLl L. 14101830 2250 2670 338
“““ A ——
m/z--> 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 14 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.752  25.26 ng 667282  Phenanthrene-di0 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane, 6-propyl- 226 CléH34 055045-10-8 87

Abundance Scan 2632 (18.752 min): BG055321.D\data.ms (-2628) (- | m/z 57.00 100.00%

57.0
5000

—
99.0 18.50 19.00

141.0
h\ | 183.1 2252 2821 /7 43.00  66.04%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane
57.0

o

5000 7 —
18.50 19.00
99.0 m/z 71.00 65.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107221: Tridecane, 7-propyl-
43.0
— —
18.50 19.00
5000 85.0 m/z 85.16  46.20%
140.0
‘ 183.0
ST A S A - T——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane T —
57.0 18.50 19.00
m/z 41.00  28.40%
- JANL
99.0
027\0\ ||, 1410 1830 2250 2680
e et e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 15 Heptadecane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.205 4.31 ng 113801  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
2 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 74
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2709 (19.205 min): BG055321.D\data.ms (-2706) (- | m/z 57.00 100.00%

57.0
5000

—
206.0 19.00 19.50

99.0
141.1
Obprrrotbebcdbeth b b 788 L 239 2181 s 71 00 61.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141065: Heptadecane, 2-methyl-
43.0
5000 S —
19.00 19.50

85.0
m/z 43.00 55.67%

211.0
‘ \h\ \12\7 O\ 1690 \‘ 2540
‘HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH’HH’HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107234: Pentadecane, 2-methyl-
43.0

7
19.00 19.50

o

5000 m/z 85.00 35.23%
85.0
183.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- 7 T
57.0 19.00 19.50

m/z 41.00 26.92%

- M
990 155. 0 225.0

27““\\\\‘\\ | |

7 T
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG®55321.D

Acq On : 27 Oct 2022 13:05

Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 16 Dodecane, 2-methyl-6-propyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
19.369  23.90 ng 631442  Phenanthrene-di10 17.618
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2737 (19.369 min): BG055321.D\data.ms (-2733) (- | m/z 57.00 100.00%
57.0
70 NL
— ——
99.0 1410 061 19.00 19.50
ol d lu g 141:0172.02061238.1 2741 17 43.00  66.87%
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
19.00 19.50
m/z 71.00 66.33%
99.0 140.0
182.0
O ‘\““‘\ H‘ \“‘\h“ — !‘ | \“\ T \2\26\0\ T
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— ——
19.00 19.50
5000 m/z 85.10 46.01%
‘ 99.0
41.0
olzol || 11| 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 19.00 19.50
m/z 41.00 27 .45%
- M\Ju
99.0
0 ‘Z‘QLOL““M AT ] B
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Tridecane, 1-iodo- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
19.939 16.91 ng 469166  Chrysene-d12 21.896
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2834 (19.939 min): BG055321.D\data.ms (-2830) (- | m/z 57.00 100.00%
57.0
2000 *wﬁfAJ\w\HANNJ“wwAAf\
99.0 20.00
ol ddduf 141018312251 2750 3410 0 7100 67.37%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 T
20.00
m/z 43.00 65.08%
‘ 99.0 183.0
O \“\‘ ‘\““\ }‘ \‘H\“‘ \‘\;\4\‘1-‘0‘\ L ‘ L ‘ LI \3‘1\0.\0\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
——
20.00
5000 m/z 85.10 46.17%
99.0
L o eme o
ol b d Ly e
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl- —
43.0 20.00
m/z 41.00  25.26%
85.0
5000
140.0
‘ 183.0
R P B -1 S _—
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Octacosane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.468 12.82 ng 355465  Chrysene-di12 21.896
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2924 (20.468 min): BG055321.D\data.ms (-2920) (- | m/z 57.00 100.00%
57.0
5000 MM
9.0 50 50
20.50
141 1
ol Lhll [ 3411831 238107913041 m/z 71.60  69.56%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 1
20.50
m/z 43.00 65.16%
ol L H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\\\\‘\\\\‘\!\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
——
20.50
5000 m/z 85.00 48.46%
9.0
155.0 309.0
ol Ll S erozgm0 00
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 20.50
m/z 55.00 25.77%
= MMW\J\/WMJ
41.0
asa L1 101300250 2060 -
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.961 7.86 ng 218134  Chrysene-d12 21.896
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane, 7-propyl- 226 C16H34 055045-09-5 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 3008 (20.961 min): BG055321.D\data.ms (-3004) (- | m/z 57.00 100.00%
57.0
5000 U/Lw/
——
| 1410 1971 ‘ 21.00
ol bl “ LT 197.1236.0275.9  338.0874. n ;71,00 68.13%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
21.00
m/z 43.00 63.15%
9.0 140.0
182.0
O T \\‘\““ h‘\“‘\“‘ \‘\‘\ “’\\\“\‘\22\6\.(\)‘ UL ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
21.00
5000 m/z 85.00 50.24%
oL | L1770 141018302050 2600
i L i B
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane —
57.0 21.00
m/z 41.00 24.48%
5000
9.0
ol50 |1 1410130050 200 -
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acq On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 20 Tridecane, 6-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.484 5.94 ng 164816  Chrysene-d12 21.896
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3097 (21.484 min): BG055321.D\data.ms (-3094) (- | m/z 57.00 100.00%
57.0
5000 ‘—/\M/L\//\
——
‘ ‘ 1971 L 21.50
oL Nw‘\ ! }‘ ;019712301 2031 3510 m/z 71.00 67.90%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 R
21.50
m/z 43.00 66.86%
oLl L) 29 1016502250208
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
21.50
5000 m/z 85.05 50.04%
LT o s m
““““““““““ i N
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- —
43.0 21.50
m/z 55.00  29.45%
5000 =0 W
126.0 3.0
Y R N N - (- B S—
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55321.D

Acqg On : 27 Oct 2022 13:05
Operator : CG/JU

Sample : N5220-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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,... 4.692 5.0 ng 49470 1  8.270 198242 20.0
2-Pentanone, 4-... 5.315 30.7 ng 303882 1 8.270 198242 20.0
Tetradecane 14.745 6.4 ng 134595 3 14.886 423556 20.0
Dodecane 15.356 5.6 ng 119229 3 14.886 423556 20.0
Hexadecane 15.685 55.8 ng 1182460 3 14.886 423556 20.0
Pentadecane, 2,... 16.091 8.3 ng 174983 3 14.886 423556 20.0
Heptadecane 16.543 20.0 ng 527549 4 17.618 528433 20.0
Nonane, 4,5-dim... 16.884 3.0 ng 79352 4 17.618 528433 20.0
Octadecane 17.330 21.0 ng 554803 4 17.618 528433 20.0
Nonadecane 17.389 9.8 ng 258567 4 17.618 528433 20.0
Tridecane, 2-me... 17.806 3.2 ng 83707 4 17.618 528433 20.0
Heptacosane, 1-... 17.871 3.7 ng 98264 4 17.618 528433 20.0
2-Bromo dodecane 18.071 26.0 ng 686833 4 17.618 528433 20.0
Eicosane 18.752 25.3 ng 667282 4 17.618 528433 120.0
Heptadecane, 2-... 19.205 4.3 ng 113801 4 17.618 528433 20.0
Dodecane, 2-met... 19.369 23.9 ng 631442 4 17.618 528433 20.0
Tridecane, 1-iodo- 19.939 16.9 ng 469166 5 21.896 554764 20.0
Octacosane, 2-m... 20.468 12.8 ng 355465 5 21.896 554764 20.0
Heneicosane 20.961 7.9 ng 218134 5 21.896 554764 20.0
Tridecane, 6-pr... 21.484 5.9 ng 164816 5 21.896 554764 20.0
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