LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc : IDW-SO-G3-041123

ALS vial : 4 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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39404.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.951 294 300 310 rVB 398834 560717 6.02% 0.824%
2 5.445 377 384 407 rBV 3296014 5089339 54.66% 7.482%
3 7.069 653 660 680 rBV 3068220 5086432 54.62% 7.478%
4 7.857 788 794 807 rBV 739017 1189321 12.77% 1.749%
5 9.033 986 994 1009 rBV 1763115 3099606 33.29% 4.557%

6 10.669 1264 1272 1285 rBV 900214 1588054 17.05%
7 13.133 1685 1691 1709 rBV 4220247 6604414 70.93%
8 14.515 1919 1926 1939 rBV 1290456 1953062 20.97%
9 14.945 1993 1999 2009 rBV 91631 173735 1.87%
10 15.880 2153 2158 2163 rVB 179577 255367 2.74%
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11 16.009 2174 2180 2202 rBV 3301708 4998516 53.68%
12 16.674 2288 2293 2300 rBV 106123 203002 2.18%
13 17.262 2387 2393 2408 rBV 1533458 2231222 23.96%
14 18.045 2522 2526 2533 rBV7 46366 93211 1.00%
15 18.174 2540 2548 2563 rBV 3956057 6451990 69.29%
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00
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16 18.309 2565 2571 2590 rVB2 280205 968751 10.40%
17 18.839 2658 2661 2671 rVB5 51971 97613 1.05%
18 19.303 2736 2740 2742 rBV2 147711 204527 2.20%
19 19.415 2753 2759 2761 rBV 505618 910639  9.78%
20 19.445 2761 2764 2784 rVB 2570427 3903719 41.92%
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21 19.892 2835 2840 2853 rBV 7160865 9311705 100.00% 13.
22 20.197 2889 2892 2901 rVB4 106624 164911 1.77%
23 20.292 2902 2908 2919 rVVW 687387 1457348 15.65%
24 21.021 3027 3032 3040 rBV 806532 1378155 14.80%
25 21.156 3051 3055 3068 rBV 901575 1453175 15.61%
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26 21.456 3101 3106 3120 rBV 2009464 2800350 30.07%
27 21.674 3138 3143 3158 rBV 741824 1382653 14.85%
28 22.368 3257 3261 3270 rVB 547529 917052  9.85%
29 22.556 3290 3293 3301 rVB 307400 424191  4.56%
30 23.844 3506 3512 3528 rVB2 1397032 3065928 32.93%
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Sum of corrected areas: 68018705
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Apr 2023 15:27
: CG/IU
: 02292-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
BM@39404.D

IDW-SO-G3-041123

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039404.D\data.ms

5.445 7069

9.033

7.857
4.951

10.669

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950

10.00 10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039404.D\data.ms

13.133 18.174

16.009

17.262
14.515

14.945 15.8 16.674

19.445

19.892

20.292
0 mihy
18.0 %383&39 19.3 20.187

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039404.D\data.ms

23.844

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.951 9.43 ng 560717 1,4-Dichlorobenzene-d4 7.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 300 (4.951 min): BM039404.D\data.ms (-294) (-) m/z 43.00 100.00%

43.0
5000
101.0

e e e
| ‘ 4.60 4.80 5.00 5.20
169.0 . | 1289 179.1 206.9 50 00 60.06%

0‘HwHH“‘H“HH,‘H“HH"m_m‘uu_m_m m/z
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L BN B R

4.60 4.80 5.00 5.20
m/z 101.00  22.93%

15.0 ‘ 101.0
O\\\‘\‘\W‘\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0

4.60 4.80 5.00 5.20
5000 m/z 58.00 15.51%

101.0
15.0
‘ tlat il ‘690 I
T L B L B B B B B B B R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T T
59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.93%

- JL
Il 126.0

37
L A o e U ————
miz--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc : IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.880 2.62 ng 255367  Acenaphthene-di10 14.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 2158 (15.880 min): BM039404.D\data.ms (-2153) (- | m/z 105.00 100.00%
105.0
5000 182.0 ]k
51.0 — P
15.50 16.00
151.9 )
Obrrprrrepdbrprlere e b e e e 2808 m/z 77.00 64.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
5000 = =
182.0 15.50 16.00
51.0 m/z 182.08  51.15%
0\1\\8’.9\\‘H‘M‘H\”l"\\\\‘\‘H\’\H\%\5\%"0\\H’HHH‘HH’\\H‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #165542: Disulfide, dibenzoyl
105.0
— =
15.50 16.00
5000 m/z 51.00 22.62%
51.0
0m,uH‘mwNw‘,w_‘m,mWm“m‘,w‘w,uwvwm,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- = —
105.0 15.50 16.00
m/z 181.00 8.38%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\

Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.174 57.83 ng 6451990  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 n-Decanoic acid

256 C16H3202
228 C14H2802
214 C13H2602
242 C15H3002
172 C1eH2002

000057-10-3 99
000544-63-8 94
000638-53-9 89
001002-84-2 81
000334-48-5 47

Abundance Scan 2548 (18.174 min): BM039404.D\data.ms (-2540) (+ ' m/z 73.00 100.00%
73.0
5000
129.0
213.1 — ——
‘ ‘ 1711 ‘ 256.1 18.00 18.50
ol 35 A wl k- 821, ee.ee 82.13%
miz--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T
129.0 1800 1850
3.0 213.0 m/z 43.00 74.95%
‘ 171.0 ‘
oL P R
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
1800 1850
5000 m/z 57.05 64.45%
129.0
29. 185.0 228.0
oL ““ \“\ Al M {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R i
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid — ==
73.0 18.00 18.50
m/z 55.00 60.49%
5000 129.0
29. 171.0
‘ 214.0
0, \\\h”\\‘ﬂ\\\ ‘n“ .l “‘ ‘ “\““““"““‘
m/z--> 50 100 150 200 250 300 350 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.309 8.68 ng 968751  Phenanthrene-d1e 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
Abundance Scan 2571 (18.309 min): BM039404.D\data.ms (-2565) (- | m/z 57.10 100.00%
57.1
5000 L
— —=
‘ ‘ “ ‘ a1 2111 18.00 18.50
ol A AL L 340 211125302951 3549 .., 7165  75.16%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T j i
18.00 18.50
m/z 43.00 59.55%
O T \“\ ‘\“‘ ‘\ H“‘ \H‘\ h“ \“‘ \JE “ “‘\]“\-8\‘3\0‘?2\5\0\‘ \2\8\2\()‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
= —=
18.00 18.50
5000 m/z 85.05 53.15%
9.0
ol 1l Hh‘ i { 14}91830225026703090 367.(
s B B B B B R s ey
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane — =
57.0 18.00 18.50
m/z 41.00 19.69%
5000
9.0
226.0
oiso |l oamee0
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@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

IDW-SO-G3-041123

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentadecane, 8-hexyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.415 6.50 ng 910639  Chrysene-di12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2759 (19.415 min): BM039404.D\data.ms (-2753) (- | m/z 57.10 100.00%
57.1

5

5000
‘ 169 1 — 19.50
ol AL 1] *\ “ pps.geo.2 28103270 4280 ;71,10 73.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 U
19.50
196.0 m/z 43.05 60.73%
O\\\ “ “‘\“\“‘Yl‘\‘\\“‘\TI\“‘“\\215‘2\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
e
19.50
5000 m/Z 85.05 50.58%

211.0

281.0

O\H‘N‘H Q‘Z‘ i 'h

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane

57.0 19.50

m/z 55.00 23.28%
5000
1L “]ﬁo 169.0 240.0
o e —

m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.445  27.88 ng 3903720  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 2764 (19.445 min): BM039404.D\data.ms (-2761) (- | m/z 73.00 100.00%
73.0
5000 129.0 i
185 1241.2 17
Ll |
oL AL J Al L 3431 4000 4750 /o 6p.e0  81.53%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 DR
185.0 19.50
‘} m/z 43.00 72.32%
O lYl \1\““\”‘“‘\\1‘1 \\“\ \‘\\“ \‘\\\ \\“\1\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid
73.0
—
19.50
5000 m/z 55.00 61.99%
129.0
228.0
0 ““‘ d Hiu. bty \ - “u e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126202: Pentadecanoic acid —
43.0 19.50
m/z 41.00 55.58%
5000
129.0 242.0
0 WJ ““H\H“mmM_‘H_m_m_m‘m‘_” s
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.291 10.41 ng 1457350  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heptacosane 380 C27H56 000593-49-7 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
Abundance Scan 2908 (20.292 min): BM039404.D\data.ms (-2902) (- | m/z 57.10 100.00%
57.1
5000 \JL
=T —
‘ ‘ 1601 20.00 20.50
bbb iy, 2091 2531 32323804 4749 ... 7165  71.22%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-
43
5000 = —
20.00 20.50
196.0 m/z 43.05 59.89%
O\\‘“\h\\J“Wd\‘\%‘\\\\“‘1‘\\2\5‘2\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
—— —
20.00 20.50
5000 m/z 85.05 50.94%
oLl ||| 11301600 2250281.0 3800
‘H"‘H"‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl- = 7
57.0 20.00 20.50
m/z 55.05 22.96%
- M\JL\—/\\
ot 0 2o
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.021 9.84 ng 1378160  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3032 (21.021 min): BM039404.D\data.ms (-3027) ({ m/z 57.10 100.00%
57.1
21.00 |
127.1 207.0 ‘ .
0 “ JL fmw e 295:1356.0415.1 4891549, /7 71.5  73.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— :
21.00
m/z 43.05 59.06%
L0 song 20
O \‘\\‘\\\\‘\\\T‘“\‘%\‘\‘f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
T T
21.00
5000 m/z 85.05 53.30%
‘ L 127 240.0
0 “m_m‘www_ww_m_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T ‘
43.0 21.00
m/z 55.00 22.98%
5000
} 3.0 196.0
ol WY s ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc : IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Pentacos-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.156 10.38 ng 1453180  Chrysene-di12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 1-Heptadecene 238 C17H34 006765-39-5 92
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3055 (21.156 min): BM039404.D\data.ms (-3051) (- | m/z 57.05 100.00%

57.0
5000
111.1

21.00 21.50
208.0
ol ML, 2080 261030103990 4910 /. o500 ga.s5%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #259982: Pentacos-1-ene
55.0

5000 111.0 2100 2150

m/z 43.00 83.69%

350.0
O\“\ f!1702640
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #121337: 1-Heptadecene

43.0

T
21.00 21.50
5000 7.0 m/z 83.05 83.51%

oL ‘\ 1540 2380

it H bl e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance i i i

#292190: Trichloroacetic acid, hexadecyl ester T ‘
43.0 21.00 21.50

m/z 69.05 74.03%

7.0
5000
J‘l ‘ M ‘\ Ml h 224.0

omwu “““‘ S —
miz--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.674 9.87 ng 1382650 Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3143 (21.674 min): BM039404.D\data.ms (-3138) (- | m/z 57.05 100.00%

57.0
5000

7
21.50 22.00

1
207.0
o_m,‘JmJ“HJ‘ b o0 3 416147705361 n ;71,05 74.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 — ——
21.50 22.00

m/z 43.00 58.12%

196.0
LS
O‘\\\’\\‘\i\‘1“\1\1\“\Tf\‘1\\\215‘4\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0

7
21.50 22.00

5000 m/z 85.05 54.07%
NIV TR T Y —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane — —
57.0 21.50 22.00

m/z 55.00 22.61%

o P

LPT0 asm0 2000
ol bk L fore 2980

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample : 02292-09 :
Misc IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.368 6.55 ng 917052  Chrysene-di12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3261 (22.368 min): BM039404.D\data.ms (-3257) (- | m/z 57.10 100.00%
57.1

-

5000
22‘00‘ éz‘sd
127.1 : :
207.0 281.0
o_m,u ‘H“ Ll £ 20 355.0 429148915491 /7 71.10  71.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

“ 1
22.00 22.50
m/z 43.00 57.40%

J ‘ 1 1 J‘lf [0 1970  296.0

O‘\\\\’\\\\‘\\\\‘\l\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —
22.00 22.50
5000 ITI/Z 85.10 54.07%
239.0
Do
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane “ —
57.0 22.00 22.50
m/z 55.00 21.63%
5000

=

ol L111[ 270 1970 2810  394.0
LR 1970 2810 3940

‘\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\

Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27
Operator : CG/JU

Sample : 02292-09

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

IDW-SO-G3-041123

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 13-Docosenamide, (Z)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.556 3.03 ng 424191  Chrysene-di12 21.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 89
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
3 Palmitoleamide 253 C16H31NO 106010-22-4 52
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 49

5 2,2-Dimethyl-tetrahydro-[1,3]dio... 190 C8H1405 1000194-40-4 43

Abundance Scan 3293 (22.556 min): BM039404.D\data.ms (-3290) (- | m/z 59.00 100.00%
59.0
5000 wh
[ s
ol ‘“M '|“"M1‘98‘1‘2‘2‘1‘9‘2?% 03373 4010 804 /7 72.60  68.25%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — :
22.50
‘ m/z 55.00 52.50%
126.0
337.0
0 \H‘ \“\“‘\\m}‘ J}”‘\hh\'}' “\1\8\4\"0\2\%!0‘\0\ T iy [T T T[T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174773: 9-Octadecenamide, (2)-
59.0
T
22.50
5000 ITI/Z 43.00 42 .95%
114.0 281.0
0 Hlt‘Hl‘iW;m.‘lﬁ“wow_www_www
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide 7 ‘
59.0 22.50
m/z 57.10 42.95%
h JL
NI T e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41223\
Data File : BM@39404.D

Acqg On : 12 Apr 2023 15:27

Operator : CG/JU

Sample 1 02292-09 :
Misc : IDW-SO-G3-041123

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.951 9.4 ng 560717 1 7.857 1189320 20.0
Benzophenone 15.880 2.6 ng 255367 3 14.515 1953060 20.0
n-Hexadecanoic ... 18.174 57.8 ng 6451990 4 17.262 2231220 20.0
Eicosane 18.309 8.7 ng 968751 4 17.262 2231220 20.0
Pentadecane, 8-... 19.415 6.5 ng 910639 5 21.456 2800350 20.0
Octadecanoic acid  19.445 27.9 ng 3903720 5 21.456 2800350 20.0
Heptacosane 20.291 10.4 ng 1457350 5 21.456 2800350 20.0
Heptadecane 21.021 9.8 ng 1378160 5 21.456 2800350 20.0
Pentacos-1-ene 21.156 10.4 ng 1453180 5 21.456 2800350 20.0
Eicosane, 10-me... 21.674 9.9 ng 1382650 5 21.456 2800350 20.0
Heneicosane 22.368 6.5 ng 917052 5 21.456 2800350 20.0
13-Docosenamide... 22.556 3.0 ng 424191 5 21.456 2800350 20.0
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