LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc :

ALS Vvial : 14 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60752.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.094 13 18 27 rBV5 27041 73870  2.15% 0.302%
2 3.176 27 32 47 rVB 302994 553444 16.10% 2.260%
3  3.687 114 119 132 rVB 53769 90130 2.62% 0.368%
4 5.538 427 434 445 rVB 881384 1410489 41.04% 5.760%
5 7.113 693 702 711 rBV 921853 1546495 44.99% 6.315%
6 7.953 836 845 852 rBV 285146 484904 14.11%  1.980%
7 9.104 1032 1041 1049 rBV 531942 922596 26.84% 3.767%
8 9.668 1128 1137 1143 rBV2 30249 53480 1.56% 0.218%
9 10.749 1314 1321 1328 rBV 379853 660559 19.22% 2.697%
10 11.484 1440 1446 1454 rBV3 20948 38162 1.11% 0.156%
11 13.205 1732 1739 1748 rBV 1341737 2103159 61.19% 8.588%
12 14.580 1966 1973 1981 rBV 632486 1008546 29.34% 4.118%
13 14.792 2004 2009 2011 rBV3 24447 35050 1.02% 0.143%
14 15.479 2119 2126 2131 rBV7 19432 34696 1.01% 0.142%

7.

15 16.067 2219 2226 2236 rBV 1185833 1783872 51.90%

16 17.330 2434 2441 2445 rBV 779952 1163598 33.85%

4.
17 17.371 2445 2448 2456 rVV 147083 220340 6.41% ©.900%
18 17.453 2457 2462 2468 rVB3 23105 52065 1.51% ©0.213%
19 18.205 2587 2590 2592 rBV 40312 48853 1.42% 0.199%
20 18.241 2592 2596 2607 rVB3 464341 698494 20.32%  2.852%
21 18.399 2618 2623 2627 rBV3 53749 96643 2.81% ©.395%
22 18.435 2627 2629 2634 rVB2 36733 45315 1.32% 0.185%
23 18.711 2672 2676 2678 rBV 24426 36872 1.07% 0.151%
24 19.116 2739 2745 2750 rBv4 47573 113954  3.32% 0.465%
25 19.181 2753 2756 2759 rVv4 31569 45445 1.32% ©.186%
26 19.216 2759 2762 2765 rVV4 32610 38175 1.11% 156%
27 19.263 2766 2770 2774 rVB5 48911 76331 2.22% 312%

28 19.381 2785 2790 2800 rBV 288972 536513 15.61%
29 19.516 2809 2813 2821 rBV3 162197 247710 7.21%
30 19.745 2847 2852 2857 rVB 281467 397907 11.58%

P RPNO®O
[y
o]
[y
R

31 19.956 2882 2888 2897 rVB 2732054 3437053 100.00% 14.035%

32 20.238 2934 2936 2942 rVB4 69034 91429 2.66% 0.373%
33 20.397 2961 2963 2967 rVB 57427 59181 1.72% 0.242%
34 20.538 2984 2987 2990 rVB2 46231 52282 1.52% ©0.213%
35 20.656 3003 3007 3012 rVB 385057 444677 12.94%  1.816%

36 21.278 3109 3113 3125 rVB5 266903 521783 15.18% 2.131%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS Vvial : 14 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.525 3150 3155 3159 rBV 625981 831948 24.21% 3.397%
38 21.590 3159 3166 3171 rVV3 818919 1571737 45.73% 6.418%
39 21.637 3172 3174 3181 rVB 185136 256996 7.48% 1.049%
40 22.453 3308 3313 3320 rBV2 200677 356823 10.38% 1.457%

41 23.946 3560 3567 3572 rBV 435504 992094 28.86% 4.051%
42 24.733 3693 3701 3710 rVB 467354 1255574 36.53% 5.127%

Sum of corrected areas: 24489244
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060752.D\data.ms

2500000

2000000

1500000

1000000 5538 7.113

500000 9.104
3.176 7953 10.749

.094 3.687 9.668 11.484

0\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060752.D\data.ms

19.956
2500000

2000000

1500000 13.205

16.067

1000000
14.580

500000

4792 15.479

L e = e e T

Time--> 13.00 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 TIC: BG060752.D\data.ms

2500000
2000000
1500000
1000000

23.946 24.733
500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.176  22.83 ng 553444  1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 32 (3.176 min): BG060752.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
43.0
5000
55.0
87.1

I ‘ 320 340 3.60
et e m/z 43.5 53.26%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LI I s L B B B
43.0 3.20 340 3.60
~ 550 87.0 m/z 55.05 37.12%
29.0 ‘ ‘ ‘
O\\‘\\\\‘\\\\“\\\\"\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R
410 gy 87.0 320 3.40 3.60
5000 ' ITI z 87.10 23.78%
29.0
50 | H
o] RSN AR A SR NN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- —
73.0 3.20 3.40 3.60

m/z 41.10 15.70%

5000 55.0
43.0
27.0
0 15.0 [1] | ‘ ‘ 1 [l 85.0 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 340 3.60

8270-BG032924.M Wed Apr 03 13:38:59 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 3 unknown3.687 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.687 3.72 ng 90130 1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
2 2,4-Pentanediol 104 C5H1202 000625-69-4 9
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
5 Propylene Glycol 76 C3H802 000057-55-6 9
Abundance Scan 119 (3.687 min): BG060752.D\data.ms (-114) (-) m/z 45.10 100.00%
45.1
5000 /\
R E REEEEaREE
3.40 3.60 3.80 4.00
N I 4 N —— L Y PRV E WY R T WY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 UL B B L I R A I
3.40 3.60 3.80 4.00
m/z 61.00 4.36%
O \]\_\9‘.\(?\”\\““\‘\\\"\\\\.’H\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5350: 2,4-Pentanedio
45.0
A RARmE R
3.40 3.60 3.80 4.00
5000 m/z 44.00 4.13%
71.0
15'0\\ \“\ | |
Ottt b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- AR E e
45.0 3.40 3.60 3.80 4.00
m/z 42.00 4.11%
5000
I N . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.241 12.01 ng 698494  Phenanthrene-di10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Nonanoic acid 158 C9H1802 000112-05-0 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2596 (18.241 min): BG060752.D\data.ms (-2592) (- | m/z 43.10 100.00%

43.1
5000
129.1
3.1 213.2 = =
‘ ‘ 171.1 256 1 18.00 18.50
o — Al LDl L0 3041 o 6e.ee 85.61%
m/z--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
5000 129.0 L T
18.00 18.50
‘ 1710 213.0 256.0 m/z 73.00 76.05%
oL— ‘M‘ \\\P‘ﬂ‘\ ul \ “ ‘ . \‘ “\‘\‘ . “\‘ T
m/z--> 50 150 200 250 300
Abundance #126199.Pentadecan0k:acm
73.0
— =
18.00 18.50
5000 129.0 ITI/Z 41.05 75.88%
29.
199.0 242.0
ol ‘H\h\‘ i \1$30\ \ H\‘_m
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid e e
73.0 18.00 18.50

m/z 57.10  73.28%

5000

129.0
171.0 214.0

m/z--> 50 100 150 200 250 300 18.00 18.50

o
N
e (]
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.516 3.15 ng 247710  Chrysene-di12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2813 (19.516 min): BG060752.D\data.ms (-2809) (- | m/z 43.10 100.00%
43.
5000 MﬂJMﬂ%jMwﬂWANWMMWAW
12 .l
185.1 2412 —— :
T
o MR L Lo L 395 s 57 08 91.51%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
185.0 2410284-0 m/z 60.00  87.32%
O\\¢‘
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T \
19.50
m/z 55.10 79.25%
5000 284.0 /
3.0 1290
185.0 2410
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid ——
43.0 19.50
m/z 73.00 77 .49%
5000
20 129.0 242.0
‘ 199.0
ol A
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.278 6.64 ng 521783  Chrysene-d12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 91
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 3113 (21.278 min): BG060752.D\data.ms (-3109) (1 m/z 57.10 100.00%
57.1
11.1
—— —
‘ “ L} 1671 201 . 21.00 21.50
o AiL uw; 1ok 3031 3935 4770 Lo 1o 99.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173728: Cycloeicosane
55.0
5000 — ——
21.00 21.50
11.0 m/z 43.10  89.50%
oL \\‘ ‘\ | 1680 224.0 2800
\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #245848: Trifluoroacetoxy hexadecane
57.0
—— —
21.00 21.50
5000 m/z 83.10 69.24%
224.0
1 ul |80 | | 300
ol L3080 IR FE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #303470: Pentafluoropropionic acid, heptadecy! ester 7 —
57.0 21.00 21.50
m/z 97.10 61.83%
B | JW
oLl LU I ass0 2380 seao
H“H“‘H“‘H"_“‘_“‘_“w“‘w“‘w“u R ——
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Oxalic acid, pentadecyl pro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.453 4.54 ng 356823  Chrysene-d12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 80
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 68
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 68
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 64
Abundance Scan 3313 (22.453 min): BG060752.D\data.ms (-3308) (- | m/z 57.05 100.00%
57.0
111.1 oo'en
242.1 22.50
168.1 . ‘
ol ‘ s‘www JO8L L 2981 3762 492 .., 43.10  68.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #251101: Oxalic acid, pentadecyl propyl ester
43.0
5000 1
70 255.0 22.50
m/z 55.10 48.69%
O \”\"\‘!\“\“I‘\L‘\‘l\“\‘\]-\8\2\.‘0\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
——
22.50
5000 m/z 71.10 41.73%
111.0
oL bbby ass0 2ee0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301027: Oxalic acid, isobutyl octadecyl ester ——
57.0 22.50
m/z 97.10 32.53%
- WAW
111.0
o 002200 2TO -
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BGO60752.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG040224\

3 Apr 2024 00:50

: MA/JU

: P

01

Quant Method
Quant Title

TIC Library

1879-01

4  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Heptacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.946 15.80 ng 992094  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 3567 (23.946 min): BG060752.D\data.ms (-3560) (- | m/z 57.10 100.00%
57.1

F

5000
|3 1602 2301 24.00
ol bl 1L 169.2 2391 316.1 3822 4787 ./, 4316  61.68%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 7
24.00
m/z 71.18  52.26%
o J‘ || 118-01600225.0281.0  380.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 50 100 150 200 250 300 350 400 450 500

%

Abundance #211086: Tridecane, 1-iodo-
57.0
24.00
5000 ITI/Z 85.10 36.06%
183.0
113.0
T AL S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane —
57.0 24.00
m/z 55.10 22.69%
- N«\J\/\va
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60752.D

Acqg On : 3 Apr 2024 00:50
Operator : MA/JU

Sample : P1879-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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|
Butane, 2-metho... 3.176 22.8 ng 553444 1 7.953 484904 20.0
unknown3. 687 3.687 3.7 ng 90130 1 7.953 484904 20.0
n-Hexadecanoic ... 18.241 12.0 ng 698494 4 17.330 1163600 20.0
Octadecanoic acid 19.516 3.1 ng 247710 5 21.596 1571740 20.0
Cycloeicosane 21.278 6.6 ng 521783 5 21.596 1571740 20.0
Oxalic acid, pe... 22.453 4.5 ng 356823 5 21.596 1571740 20.0
Heptacosane 23.946 15.8 ng 992094 6 24.733 1255570 20.0
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