LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acqg On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.440 317 324 332 rVB 99001 154800 19.18% 2.640%
2 5.922 399 406 414 rBV 259487 417718 51.75% 7.124%
3 7.543 674 682 690 rBV 278872 483243 59.87%  8.242%
4 8.413 823 830 836 rBv 52462 86534 10.72% 1.476%
5 9.588 1022 1030 1037 rBV 161189 288576 35.75%  4.922%

6 11.256 1305 1314 1321 rBV2 69752 126079 15.62%  2.150%
7 13.653 1715 1722 1729 rBV ~ 433733 657340 81.44% 11.211%
8 15.021 1949 1955 1962 rVV 124392 196301 24.32%  3.348%
9 16.361 2176 2183 2190 rBV 28139 42939 5.32%
10 16.502 2200 2207 2219 rBV 405447 631998 78.30% 10.779%
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11 17.765 2415 2422 2426 rBV 175282 256723 31.81% 4.378%
12 17.806 2426 2429 2436 rVB 39399 54792 6.79% ©.934%
13 17.900 2441 2445 2449 rVB 9527 12752 1.58% 0.217%
14 18.605 2557 2565 2574 rBV7 24230 69220 8.58% 1.181%
15 18.675 2574 2577 2585 rVB5 8883 18577 2.30% ©0.317%
16 18.822 2597 2602 2610 rVB6 6849 15227 1.89% 0.260%
17 19.016 2631 2635 2640 rVB3 16051 16346 2.03% 0.279%
18 19.510 2716 2719 2726 rBV6 5099 9692 1.20% ©.165%
19 19.791 2762 2767 2772 rBV 58946 81876 10.14%  1.396%
20 19.856 2772 2778 2791 rBv4 48728 140126 17.36%  2.390%
21 20.120 2819 2823 2824 rBV3 10592 12268 1.52% ©0.209%
22 20.156 2824 2829 2835 rVB 43364 65170 8.07% 1.111%
23 20.332 2853 2859 2865 rBV 638299 807135 100.00% 13.766%
24 20.602 2898 2905 2908 rBVS8 11716 22135 2.74%  ©.378%
25 20.632 2908 2910 2915 rVB5 9871 12039 1.49% ©0.205%
26 20.778 2932 2935 2941 rVB6 7057 12092 1.50% ©0.206%
27 21.113 2988 2992 2997 rVB6 8476 12245 1.52% ©0.209%
28 21.307 3020 3025 3033 rVB7 25228 40603 5.03% 0.692%
29 21.648 3077 3083 3093 rBV2 89543 169917 21.05%  2.898%
30 21.748 3096 3100 3106 rVB2 39373 58926 7.30% 1.005%
31 21.918 3126 3129 3136 rVB6 10055 15897 1.97% 0.271%
32 22.083 3149 3157 3163 rBV 140721 277700 34.41% 4.736%
33 22.241 3180 3184 3189 rBVS8 8453 18434  2.28% ©.314%
34 22.505 3225 3229 3235 rBV9 9695 20043 2.48% ©.342%
35 22.934 3296 3302 3314 rVB6 70256 209235 25.92% 3.569%

36 23.040 3317 3320 3327 rVB7 16602 31033  3.84%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acqg On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.322 3364 3368 3373 rVB8 4411 8919 1.11% 0.152%
38 24.491 3563 3567 3571 rBv4 7067 14858 1.84% ©0.253%
39 24.626 3584 3590 3602 rVB6 29403 82211 10.19% 1.402%

40 25.631 3752 3761 3772 rBV2 73433 211656 26.22% 3.610%

Sum of corrected areas: 5863375
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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: BG056997.D\data.ms

600000

500000

400000

300000 5922 7.543

200000 9588

5.440
100000
8.413 11.256

o

Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056997.D\data.ms

20.832
600000

500000
13.653

16.502
400000 6.30

300000

200000 17.765
15.021

100000
1957836

16.361 17,806 4 o 20'125
/\j 1900 $16 1951020

ot e e e e e e e e e

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056997.D\data.ms

600000
500000
400000
300000

200000

100000 25.631

26
049 305 244

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.440 35.78 ng 154800 1,4-Dichlorobenzene-d4 8.413

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 33
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
5 1,2-Butanediol 90 C4H1e02 000584-03-2 17

Abundance Scan 324 (5.440 min): BG056997.D\data.ms (-317) (-) m/z 43.15 100.00%

59.3
5000
101.2 SRR L G
5.20 5.40 5.60 5.80
L | 83.2 9
Ot e e e e e e e m/z 59.25 64.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L B LN B
5.20 5.40 5.60 5.80
101.0 m/z 101.15  23.22%
0 29\0 Ly m‘ 83\0
H‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0
S ARRANEA R
5.20 5.40 5.60 5.80
5000 101.0 m/z 58.25 16.50%
0 3‘1"0 | .l 180 . 116.0130.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9501: n-Propyl t-butyl ether A ARRANEA R
59.0 5.20 5.40 5.60 5.80
m/z 41.25 9.28%
5000 41.0 101.0
27,0
NSRRI | L . A W—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.361 4.37 ng 42939  Acenaphthene-d10 15.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 38
5 2-Chloro-1-phenyl-1-propanone 168 C9HI9C10 006084-17-9 38
Abundance Scan 2183 (16.361 min): BG056997.D\data.ms (-2176) (- | m/z 105.15 100.00%
105.2
7.2 182.2
5000
51.1
— —f—
152.2 16.00 16.50
126.2
om_m‘m‘ewm‘um_‘m_m_mlmww‘m m/z 77.15  75.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 .
5000 — A
16.00 16.50
510 m/z 182.15 73.70%
o2mo || 1960 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
S N
77.0 16.00 16.50
5000 m/z 51.15 30.50%
51.0
O 220 e 0
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #32010: Acetophenone, 2-chloro- e i
105.0 16.00 16.50
m/z 181.15 16.72%
77.0
5000
51.0
0 27'0 L \‘ Inl Ll ‘ ‘ 125'0 15\4.0 A
e et e — —]
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.605 5.39 ng 69220  Phenanthrene-d1e 17.765
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2565 (18.605 min): BG056997.D\data.ms (-2557) (- | m/z 73.15 100.00%

73.2
41.1
5000 129.2
213.3

171.3 256.4
Liadse | 1 \ loso 1o00
b MM W L L L L L w/z ee.15  76.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ST i

18.50 19.00
m/z 57.25 76.51%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92070: Tridecanoic acid
73.0

43.0 18.50 19.00
5000 ITI/Z 41.15 75.65%
129.0
1710 2140
101.0 ‘ ‘
00 W
m/z--> 20 40 6 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0 18.50 19.00
43.0 m/z 55.15 59.78%
5000 129.0
185.0
228.0
ool Il Ml JLIY W~ """
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.856 10.92 ng 140126  Phenanthrene-di10 17.765
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 55
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 2778 (19.856 min): BG056997.D\data.ms (-2772) (- m/z 73.15 100.00%
432 732
5000 129.2 241.3
185.3
— ——
‘ 2844 19.50 20.00
0b—— M‘ w“‘J‘MﬁMML‘M“NvWJJ“‘M‘m‘ m/z 43.20 87.42%
miz--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730
5000 — ——
129.0 sgac 1950 20.00
m/z 60.15 71.79%
H ‘ 185.0  241.0
0L h‘ ‘i“‘ ‘\\‘u H‘ H‘H ‘M\‘ by | ““ b “‘ ““ L
miz—-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
ALV
19.50 20.00
5000 129.0 m/z 57.15 70.01%
‘ 199.0 92420
oL “‘ w \HH\‘\ HhH\ ‘M‘\ u\ “‘l‘ﬁﬂ‘q“ ‘i N “\‘ N
miz--> 150 200 250
Abundance #109279.Tenadecanok:add — —
73.0 19.50 20.00
43.0 m/z 55.15 69.66%
5000 129.0
185.0
H 228.0
0 ; ““ m H‘ Mh” ‘\‘\H‘\‘\ " ‘\‘\‘ - \‘ — ‘\‘ — — ——
m/z--> 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On 5 Apr 2023 19:20

Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 5 Tetradecanal Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
21.307 2.92 ng 40603  Chrysene-d12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 90
2 Pentadecanal- 226 C15H300 002765-11-9 87
3 Hexadecanal 240 C16H320 000629-80-1 87
4 E-2-Tetradecen-1-o0l 212 C14H280 1000130-83-7 86
5 Dodecanal 184 C12H240 000112-54-9 80

Abundance Scan 3025 (21.307 min): BG056997.D\data.ms (-3020) (- | m/z 43.20 100.00%
43.2
82.3
5000
133.2 207.2 00 9150
h ‘ | 2681 a4 21.00 2150
0 g Al P Stk sz 57.20 87.15%
miz--> 50 100 150 200 250 300
Abundance #90087: Tetradecana
5000 96.0 - e
21.00 21.50
m/z 55.20 86.42%
miz--> 100 150 200 250 300
Abundance #107138: Pentadecanal-
57.0
— —
21.00 21.50
5000 96.0 m/z 82.25 69.90%
‘ H‘ 38.0 182.0
0 ‘Hh‘_w‘“HH,HH_‘H
miz--> 50 100 150 200 250 300
Abundance #123919: Hexadecana
43.00 82.0 21.00 21.50
m/z 41.20 57.66%
5000
24.0
‘ ‘ 196.0
0 T ) O Y T T e
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.648 12.24 ng 169917  Chrysene-di12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95

Abundance Scan 3083 (21.648 min): BG056997.D\data.ms (-3077) (- | m/z 55.20 100.00%

55.2
5000
11.2

——
21.50 22.00
234.1

0 H‘m,‘u ‘h | 3T e BB 429 g o5 o7.25%

miz--> 50 100 150 200 250 300 350 400

Abundance #87654: Cyclopentadecane

55.0
5000 7 ——

21.50 22.00

11.0 m/z 43.25 92.36%
|

WL,
O\“\’ \‘\‘\‘\\‘!‘“\\\‘\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate

57.0

T
21.50 22.00
5000 m/z 83.25 87.81%

11.0
294.0
ol 1679 2220 20300
m/z--> 50 100 150 200 250 300 350 400
Abundance # i i i

280777: Trichloroacetic acid, pentadecyl ester T — T
43.0 21.50 22.00

m/z 69.20 86.58%
5000

oJm | |,11580 2100 JLA,W

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 2-Nonadecanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.748 4.24 ng 58926  Chrysene-di12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 86
2 2-Heptadecanone 254 C17H340 002922-51-2 78
3 2-Pentadecanone 226 C15H300 002345-28-0 78
4 Methyl 3-oxohexadecanoate 284 C17H3203 1010429-04-8 78
5 2-Undecanone 170 C11H220 000112-12-9 59

Abundance Scan 3100 (21 748 min): BG056997.D\data.ms (-3096) ( | m/z 58.20 100.00%

58.2
5000
T ‘ \,/\\ \M\ A‘ T \A
‘ \ \972 1343 1739 2222 2653 21.50 22.00
[ a— u 1l m\\hm i Sl R P m/z 43.25 93.94%
miz-> 50 100 150 200 250
Abundance #176351: 2-Nonadecanone
58.0
5000 e Rl
21.50 22.00

m/z 59.15 70.28%

0 27 O‘ “ ‘\u \H\F “\ flu “\7 0 166.0 22”4'0 “28\2'0
T T \ T ‘ T T T T T T ‘ T L T ‘ T T T ‘ T T T ‘
m/z--> 50 100 150 200 250
Abundance #141018: 2-Heptadecanone

58.0

21.50 22.00
5000 m/z 71.25 54.70%
96.0 254.0
oL 20 0 amo sesorsso 0
miz--> 50 100 150 200 250
Abundance #107144: 2-Pentadecanone — —
58.0 21.50 22.00
m/z 57.25 28.51%
5000
0 27‘0‘ b M \h \127 0 168.0 22\6 0
e ;u et e ———— P e
m/z--> 50 100 150 200 250 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On 5 Apr 2023 19:20

Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 8 n-Nonadecanol-1 Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.934 15.07 ng 209235  Chrysene-di12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 Cetene 224 C16H32 000629-73-2 64
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 49
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 45
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 43

Abundance Scan 3302 (22.934 min): BG056997.D\data.ms (-3296) (- | m/z 83.20 100.00%
3.2
- JJ\‘\‘\
—
1 %9 3 213.3 281.1 g45 1 23.00
b MRS s b 2 m/z 55.15 95.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0
5000 1
23.00
m/z 97.25 90.45%
0271!.1“1'1F1}9“()f123180”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104590: Cetene
41.0
—
23.00
5000 7.0 m/z 43.25 87.32%
0 } “ 154.0 224.0
Raw ‘H“_‘ R R e R Ra e aaaas
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate ——
57.0 23.00
m/z 69.25 86.43%
5000
125.0
o] ‘ M,lﬁlo 250.0 336.0 532.1
_“w“u“u“u“_“w“H,‘H“H“_“w“u“u“ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On : 5 Apr 2023 19:20
Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 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 unknown23.040 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.040 2.23 ng 31033  Chrysene-di12 22.083
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 45
2 2-Hexadecanone 240 C16H320 018787-63-8 38
3 2-Heptadecanone 254 C17H340 002922-51-2 38
4 Methylamine, N,N-dimethyl- 59 C3HO9N 000075-50-3 38
5 Amonafide 283 C16H17N302 069408-81-7 35
Abundance Scan 3320 (23.040 min): BG056997.D\data.ms (-3317) (- | m/z 58.15 100.00%
58.1
5000
08.2 L Jpﬁw ‘ A
H ‘ 1 179.2 ‘ 306.1 354. 23.00
ol— Ll “““MPE'% Ll “H““‘HJ AL 1wz 59.15  83.83%
m/z--> 50 100 150 200 250 300 350
Abundance #107144: 2-Pentadecanone
58.0
5000
23.00
m/z 43.20 64.20%
6.0
Ol\s.\q‘\ ‘\L “M “‘H !“T\‘h[ H‘\ ‘\ T ‘1§H§.9\ ‘\22\??’ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #123927: 2-Hexadecanone
58.0
L
23.00
5000 ITI/Z 57.20 49.02%
2400
bl d0 1820 200
m/z--> 50 lOO 150 200 250 300 350
Abundance #141018: 2-Heptadecanone 7
58.0 23.00
m/z 71.20 44.72%
h AWM/\/LMVMW
96.0 254.0
““““‘ A T o ——
m/z--> 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\
Data File : BG@56997.D

Acq On 5 Apr 2023 19:20

Operator : CG/JU

Sample : 02104-02

Misc

ALS Vial : 8 Sample Multiplier: 1

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

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

TIC Library
TIC Integration Parameters:

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 10 1-Tetracosene Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
24.626 7.77 ng 82211  Perylene-d12 25.625
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 83
3 Pentacos-1-ene 350 C25H50 016980-85-1 81
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 76
5 1-Hexacosene 364 C26H52 018835-33-1 76

Abundance Scan 3590 (24.626 min): BG056997.D\data.ms (-3584) (- | m/z 43.25 100.00%
77 833
5000
T en 259 50 2500
\\ \Hh I \‘ i 1 H‘ L 355. ' '
0l L wum_m_ m/z 69.25 86.35%
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 — —
24.50 25.00
25.0 m/z 83.25 78.83%
0 \“\ ‘ “ \“H L \‘H“ ‘1‘ ‘“ }\68\\0\2“19\0\ L B \33\6\?\
m/z--> 50 100 150 200 250 300 350
Abundance #71738: 2-Tetradecene, (E)-
55.0
—— —
24.50 25.00
5000 ITI/Z 97.15 77 .69%
97.0
196.0
gsal il | o B0
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene —— —
55.0 24.50 25.00
97.0 m/z 55.25 76.90%
- M/WM/\’WMW\A
o”M L0 emo aeag S
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040523\

. BGB56997.D

5 Apr 2023 19:20

: CG/IU
. 02104-02

: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.440 35.8 ng 154800 1 8.413 86534 20.0
Benzophenone 16.361 4.4 ng 42939 3 15.022 196301 20.0
n-Hexadecanoic ... 18.605 5.4 ng 69220 4 17.765 256723 20.0
Octadecanoic acid 19.856 10.9 ng 140126 4 17.765 256723 20.0
Tetradecanal 21.307 2.9 ng 40603 5 22.083 277700 20.0
Cyclopentadecane 21.648 12.2 ng 169917 5 22.083 277700 20.0
2-Nonadecanone 21.748 4.2 ng 58926 5 22.083 277700 20.0
n-Nonadecanol-1 22.934 15.1 ng 209235 5 22.083 277700 20.0
unknown23.040 23.040 2.2 ng 31033 5 22.083 277700 20.0
1-Tetracosene 24.626 7.8 ng 82211 6 25.625 211656 20.0
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