LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41723\
Data File : BGO57114.D

Acqg On : 17 Apr 2023 17:06

Operator : CG/JU

Sample : 02362-01 :
Misc : HW-STONE-1-0414

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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57114.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.426 316 321 329 rBB 43219 65286 8.35% 1.726%
2 5.914 396 404 413 rBB 130177 209957 26.84% 5.550%
3 7.535 672 680 691 rBV 187408 326574 41.74%  8.632%
4 8.399 821 827 834 rBB 56761 91899 11.75% 2.429%
5 9.579 1020 1028 1036 rVB 106410 195739 25.02% 5.174%

6 11.242 1303 1311 1318 rBV 72025 124564 15.92%  3.293%
7 13.639 1712 1719 1726 rBV 334437 501350 64.09% 13.252%
8 15.013 1947 1953 1960 rVB2 125876 194175 24.82% 5.132%
9 16.347 2175 2180 2185 rVB 7883 10279 1.31% 0.272%
10 16.494 2198 2205 2213 rBV 268924 407937 52.15% 10.783%

11 17.751 2412 2419 2426 rBV 170695 256717 32.82% 6.786%
12 18.585 2557 2561 2568 rBV4 9621 15784 2.02% 0.417%
13 19.002 2627 2632 2635 rBV2 22345 25286 3.23% 0.668%
14 20.318 2850 2856 2863 rVB 626493 782308 100.00% 20.678%
15 21.628 3074 3079 3088 rBv4 25706 47621 6.09% 1.259%

16 22.068 3147 3154 3161 rVB2 148017 262183 33.51% 6.930%
17 23.842 3452 3456 3461 rVB5 5222 8427 1.08%
18 25.599 3745 3755 3765 rVB 84634 257174 32.87% 6.798%
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Sum of corrected areas: 3783260
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Apr 2023 17:06
: CG/IU
: 02362-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041723\
BGO57114.D

HW-STONE-1-0414

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
600000

500000

400000

300000

200000

100000

0

TIC: BG057114.D\data.ms

7.535

5.914
9.579

11.242
5.426 8.399

Time-->

400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
600000

500000

400000

300000

200000

100000

TIC: BG057114.D\data.ms
20.318

13.639

16.494

17.751 22.068
15.013

21.628
9.002
16.3 18,5859

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
600000

500000

400000

300000

200000

100000

0

TIC: BG057114.D\data.ms

25.599

23.842

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\BG@41723\
Data File : BGO57114.D

Acqg On : 17 Apr 2023 17:06

Operator : CG/JU

Sample : 02362-01 :
Misc HW-STONE-1-0414

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.426 14.21 ng 65286 1,4-Dichlorobenzene-d4 8.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 321 (5.426 min): BG057114.D\data.ms (-316) (-) m/z 43.15 100.00%
59.1
5000
101.2 R RaE s B
5.20 5.40 5.60 5.80
Ly N 83.2 9
ottt e m/z 59.15 62.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L I LA L L
5.20 5.40 5.60 5.80
101.0 m/z 101.15 22.02%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘ ‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-
43.0 580
R a A AREamaRE
5.20 5.40 5.60 5.80
5000 m/z 58.15 13.65%
71.0
83.0
SR A .7 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R REE s R
43.0 5.20 5.40 5.60 5.80
m/z 41.25 8.50%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR R RERaE s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41723\
Data File : BGO57114.D

Acqg On : 17 Apr 2023 17:06

Operator : CG/JU

Sample : 02362-01 :
Misc : HW-STONE-1-0414

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Nonadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.628 3.63 ng 47621  Chrysene-d12 22.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 70
2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 62
Abundance Scan 3079 (21.628 min): BG057114.D\data.ms (-3074) (- | m/z 43.20 100.00%
43.2
o M«Mkw\fw
— -
ﬁ 207.2281.13551 4651 21.50 22.00
ol L L e m/z 57.20 95.29%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #287613: Nonadecyl trifluoroacetate
57.0
5000 — —
21.50 22.00
m/z 55.20 85.13%
] 238.0311.0
O ‘HL“HH HH’“\‘\!"\‘\\H’\l\\\‘\H\‘\lH\‘HH‘\\H’HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300350400450 500550600650
Abundance #289619: 1-Hexacosanol
43.0
H— —
21.50 22.00
5000 69.20 75.46%
0 111 ’ w?f’ 0196.0266.0 364.0
it e e T e e e e
m/z--> 0 50 100150200 250 300350400450 500550600 650 MMNM
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester [
57.0 21 50 22. 00
m/z 97.20 71.50%
5000
ol FF, ) 2520 3600 648
At e B R na
m/z--> 0 50 100150200 250 300350400450 500550600 650 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041723\
Data File : BGO@57114.D

Acqg On : 17 Apr 2023 17:06

Operator : CG/JU

Sample : 02362-01 :
Misc : HW-STONE-1-0414

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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-... 5.426 14.2 ng 65286 1 8.399 91899 20.0
Nonadecyl trifl... 21.628 3.6 ng 47621 5 22.068 262183 20.0
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