LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127610.D

Acqg On : 01 Apr 2022 14:11
Operator : CG\JU

Sample : N2217-01

Misc :

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_ F\Methods\8270-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127610.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 472 476 489 rBV 67275 109529 2.89% 0.461%
2 5.469 537 541 565 rBV 2920648 3135774 82.62% 13.206%
3 6.481 708 713 730 rBV 2967626 3258902 85.86% 13.725%
4 6.834 769 773 781 rBV 689956 656967 17.31% 2.767%
5 7.404 865 870 873 rBV 2247776 2182197 57.50% 9.190%

.116 987 991 1005 rVB 939453 881709 23.23% 3.713%
.192 1168 1174 1177 rBV 3702267 3633505 95.73% 15.303%
.869 1285 1289 1301 rBV 1198942 1028945 27.11% 4.333%
10.669 1420 1425 1438 rBV 2413010 2406969 63.42% 10.137%
10 11.363 1540 1543 1551 rBV 1251103 1075938 28.35% 4.531%

O O 0

11 12.951 1808 1813 1816 rBV 3977801 3795418 100.00% 15.
12 13.833 1959 1963 1981 rBV3 66010 212670 5.60% ©
13 14.016 1990 1994 2001 rBV 791698 762063 20.08%  3.209%
14 14.827 2128 2132 2135 rBV 48146 44390 1.17% ©
15 15.498 2242 2246 2262 rVB 385241 559280 14.74% 2

Sum of corrected areas: 23744256
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\

BF127610.D
: 01 Apr 2022 14:11
: CG\JU
¢ N2217-01
Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF127610.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127610.D

Acqg On : 01 Apr 2022 14:11
Operator : CG\JU

Sample : N2217-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.087 3.33 ng 109529 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 476 (5.087 min): BF127610.D\data.ms (-472) (-) m/z 43.00 100.00%
43.0
59.1
5000
‘ 82.9 1011 4.80 5.00 5.20 5.40
0b et et S - m/z 59.10 60.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 L L L LA L BN LR
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.91%
O \\\‘\f‘f.f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A mmm
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.67%
41.0
29.0 101.0
0 bl Al 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- ammm R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.24%
5000
101.0
41.0
ol 280 Tl wl 70 B0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127610.D

Acqg On : 01 Apr 2022 14:11
Operator : CG\JU

Sample : N2217-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Heptadecyl trifluoroacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.833 5.58 ng 212670  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Octacosanol 410 C28H580 000557-61-9 91

5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1963 (13.833 min): BF127610.D\data.ms (-1959) (-]

m/z 57.05 100.00%

57.0
5000
11.1 e T
N ‘ 1 13.50 14.00
ol—LA L \Mm Ly w o1 8Ll m/z 55.00 78.37%
m/z--> 50 200 250 300 350 400
Abundance #261457. Heptadecyl trifluoroacetate
57.0
5000 “ —
11.0 13.50 14.00
m/z 43.05 76.12%
O \“\ ‘ ‘H “ “ “ 1“ \““\}54\0\]\-9\6‘ (\)\2?,? ‘()\2\8\3\(‘) \3\3\4\?\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
— —
13.50 14.00
5000 11.0 m/z 97.05 60.18%
2520
ol LLLLLL L 3801060 25202070 sony
miz--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester — —
57.0 13.50 14.00
m/z 83.05 59.19%
) ﬂJ\AM
o LLLL L 31010002380 2600 smt0 it e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127610.D

Acqg On : 01 Apr 2022 14:11
Operator : CG\JU

Sample : N2217-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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-... 5.087 3.3 ng 109529 1 6.834 656967 20.0
Heptadecyl trif... 13.833 5.6 ng 212670 5 14.015 762063 20.0
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