LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59753.D

Acqg On : 18 Nov 2023 7:11
Operator : MA/JU

Sample : 05311-01

Misc :

ALS Vvial : 18 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59753.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.831 407 416 423 rBV 292661 449300 18.13% 4.049%
2 7.459 686 693 702 rBV2 334842 579818 23.40% 5.225%
3 8.340 833 843 848 rBV3 97555 161696 6.52% 1.457%
4 9.533 1040 1046 1055 rBV 213045 390637 15.76%  3.520%
5 11.190 1320 1328 1333 rBV 130708 237190 9.57%  2.137%
6 13.593 1728 1737 1746 rBV 636088 979178 39.51%  8.823%
7 14.968 1965 1971 1977 rVB2 227561 351367 14.18%  3.166%
8 16.448 2216 2223 2232 rBV 586111 913504 36.86%  8.232%
9 17.717 2432 2439 2444 rBV 471808 729752 29.45% 6.576%
10 17.759 2444 2446 2450 rVB2 51743 69177 2.79% 0.623%
11 17.853 2459 2462 2469 rBV3 17994 30713 1.24% 0.277%
12 18.528 2571 2577 2581 rBV4 100574 140686 5.68% 1.268%
13 18.628 2591 2594 2601 rVB4 27022 43814 1.77% 0.395%
14 18.769 2613 2618 2623 rBV6 29248 64717 2.61% ©.583%
15 18.810 2623 2625 2630 rVB6 22201 27277 1.10%  0.246%
16 19.069 2663 2669 2675 rBV8 27830 57099 2.30% 0.515%
17 19.468 2734 2737 2744 rBV8 41778 69307 2.80% 0.625%
18 19.627 2762 2764 2769 rVB5 24792 38265 1.54% 0.345%
19 19.750 2780 2785 2789 rBV 182591 268763 10.85% 2.422%
20 19.791 2789 2792 2796 rVB4 43008 48178 1.94% 0.434%
21 20.079 2834 2841 2843 rBV5 28604 60662 2.45% 0.547%

22 20.115 2843 2847 2852 rVB 194100 278841 11.25% 2.513%
23 20.291 2871 2877 2882 rBV 2028716 2478179 100.00% 22.331%

24 20.426 2895 2900 2904 rBV8 29306 45473 1.83% 0.410%
25 20.591 2926 2928 2933 rVB4 35742 44369 1.79%  0.400%
26 20.696 2938 2946 2948 rBV8 21925 51048 2.06% ©0.460%
27 20.755 2952 2956 2959 rVB4 = 26549 40108 1.62% 0.361%
28 20.896 2976 2980 2984 rVV6 27969 34512 1.39% 0.311%
29 20.943 2986 2988 2992 rVB5 23343 30217 1.22% 0.272%
30 21.390 3059 3064 3071 rVB9 34208 73767 2.98% 0.665%
31 21.578 3091 3096 3102 rBV7 93625 161891 6.53% 1.459%
32 21.631 3103 3105 3110 rVB6 24736 27466 1.11% 0.247%
33 21.742 3121 3124 3131 rVB8 30664 56472  2.28% 0.509%
34 21.813 3132 3136 3138 rBV5 17532 26622 1.07% 0.240%
35 22.042 3167 3175 3180 rBV2 394329 827200 33.38% 7.454%

36 22.095 3180 3184 3190 rVB 90940 158195 6.38% 1.426%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59753.D

Acqg On : 18 Nov 2023 7:11
Operator : MA/JU

Sample : 05311-01

Misc

ALS Vvial : 18 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.253 3209 3211 3216 rBV6 15155 26192 1.06% ©.236%
38 22.829 3305 3309 3314 rVB5 21899 36189 1.46% 0.326%
39 24.010 3508 3510 3513 rBv4 21186 26911 1.09% 0.242%
49 24.457 3580 3586 3587 rBV6 70672 106665 4.30% ©.961%
41 25.279 3721 3726 3727 rBvV4 37716 60004 2.42% 0.541%
42 25.432 3747 3752 3753 rBV5 48618 56522 2.28% 0.509%
43 25.632 3776 3786 3797 rBV2 210898 711135 28.70% 6.408%
44 26.948 4008 4010 4015 rBVe 14362 28423 1.15% ©.256%
Sum of corrected areas: 11097501
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59753.D

Acqg On : 18 Nov 2023 7:11
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059753.D\data.ms
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Abundance TIC: BG059753.D\data.ms
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Abundance TIC: BG059753.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59753.D

Acqg On : 18 Nov 2023 7:11
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BG111623.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.528 3.86 ng 140686  Phenanthrene-di10 17.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Pyrrole-2-carboxylic acid, 4-(1-... 339 C19H30CINO2 1000295-53-6 38

Abundance Scan 2577 (18.528 min): BG059753.D\data.ms (-2571) (-
73.0

5000

301.6 380.6 454.1

m/z 73.00 100.00%

%

18.50

m/z 60.00 77.64%

-

18.50

m/z 55.10 72.62%

-

18.50

m/z 129.05 50.82%

-

18.50

0,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
H 213.0
O\\\i“‘ l\‘“\"\“\\H‘\\\\‘\“\\‘\\“\\\\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109279: Tetradecanoic acid
73.0
5000 129.0
185.0
1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92068: Tridecanoic acid
73.0
5000
129.0
‘ \ 2140
0 H“L“ \m ‘H\ Lul l\

m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 41.10 50.47%

-

18.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
BGO59753.D
: 18 Nov 2023 7:11

Operator : MA/JU

Sample
Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

. 05311-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2 unknown21.578 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.578 3.91 ng 161891  Chrysene-di12 22.042
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,5-Dinitrobenzoyl ester of tetr... 408 C21H32N206 094999-94-7 45
2 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 33

3 9H-1,2,4-Triazolo[4,3-b][1,2,4]-... 234 C6H5F3N60 294875-48-2 14
4 Methyl 2-hydroxydodecanoate 230 C13H2603 051067-85-7 10
5 5-Hexen-3-one 98 C6H100 024253-30-3 9
Abundance Scan 3096 (21.578 min): BG059753.D\data.ms (-3091) (- | m/z 83.10 100.00%
3.1
5000
09.5 380.7439.3 511.5 21.50
0 m/z 69.10 97.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #306698: 3,5-Dinitrobenzoyl ester of tetradecen-1-ol
43.0
111.0
195.0
5000 st ) Wb
21.50
408.0 m/z 55.10 93.28%
O T \" "“\“‘“\L\h\“‘\l "”‘\"\\ ‘} \‘L \“\ T \\2\9\4‘9??‘?‘_\”?\\ } ’J\ T T
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #181690: Hexadecanoic acid, 2-hydroxy-, methyl ester

55.0 AW“W/\!\/\AAA ‘ WWWW

21.50
5000 m/z 43.05 90.84%
1.0
oL MMM, P 0260
m/z--> 50 100 150 200 250 300 350 400 450 500 MMMWA Am
Abundance #116486: 9H-1,2,4-Triazolo[4,3-b][1,2,4]-triazepin-8-ol, 3- : ‘M e : W[ |
43.0 21.50
m/z 97.15 85.35%
5000 234.0
163.0
: J.MHQ-M,LH,
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59753.D

Acqg On : 18 Nov 2023 7:11
Operator : MA/JU

Sample : 05311-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
n-Hexadecanoic ... 18.528 3.9 ng 140686 4 17.717 729752 20.0
unknown21.578 21.578 3.9 ng 161891 5 22.042 827200 20.0
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