LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45
Operator : JU/CG

Sample : M2107-03

Misc :

ALS vial : 9 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123718.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 493 499 507 rBV 282304 342988 6.37% 0.848%
2 5.440 566 570 573 rBV 5657877 5096515 94.70% 12.596%
3 6.451 738 742 757 rVB 5279033 5381707 100.00% 13.301%
4 6.822 801 805 808 rBV 1563705 1373153 25.52% 3.394%
5 7.381 895 900 903 rBV 3900800 3469016 64.46% 8.574%

6 8.104 1019 1023 1026 rBV 2295092 1758399 32.67%

7 9.181 1202 1206 1209 rBV 6617457 5290172 98.30% 13.

8 9.298 1222 1226 1230 rBV 493491 408943 7.60%

9 9.569 1268 1272 1275 rBV 158372 135912 2.53%
9.857 1317 1321 1325 rBV 2410872 1870129 34.75%
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11 10.445 1418 1421 1428 rBv4 43728 69038 1.28%
12 10.645 1451 1455 1458 rBV 4150065 3570780 66.35%
13 11.345 1570 1574 1577 rBV 2344870 1965898 36.53%
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14 12.933 1840 1844 1847 rBV 5838455 5302506 98.53% 13.105%
15 13.133 1870 1878 1879 rBV8 35408 68147  1.27% 168%
16 13.474 1932 1936 1940 rBV2 90857 88866 1.65% 220%

17 13.845 1995 1999 2019 rBV2 277293 777696 14.45%
18 13.986 2019 2023 2026 rBV 2005469 1651513 30.69%
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19 14.463 2099 2104 2107 rBV 65919 70474 1.31% 174%
20 14.768 2153 2156 2159 rBV 68493 64618 1.20% 160%
21 15.104 2209 2213 2217 rBV 68217 92151 1.71% 0.228%
22 15.445 2266 2271 2275 rBV 993995 1253096 23.28% 3.097%
23 15.480 2275 2277 2285 rVB2 68009 101761 1.89% 0.252%
24 15.915 2347 2351 2360 rVB 62579 106830 1.99% 0.264%
25 16.421 2432 2437 2441 rBV3 45304 84627 1.57% ©0.209%
26 17.704 2650 2655 2662 rVB9 29933 66672 1.24% 0.165%
Sum of corrected areas: 40461607
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45
Operator : JU/CG

Sample : M2107-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF123718.D\data.ms
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Abundance TIC: BF123718.D\data.ms
9.181

6000000 12.933

5000000

10.645
4000000

3000000
8.104 9.857 11.345

2000000

1000000

9.569
Y | O B | R -2 113133

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF123718.D\data.ms

6000000
5000000
4000000

3000000

13.986
2000000

1000000 15.445

REVI 13.84% 14.463 14.768 15.104 151480 15915  16.421 17.704
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T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45
Operator : JU/CG

Sample : M2107-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 5.00 ng 342988 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 499 (5.022 min): BF123718.D\data.ms (-493) (-) m/z 43.00 100.00%
43.0
5000
REman e
| 10‘1-0 4.60 4.80 5.00 5.20 5.40
bl 2950 myz 59,00 53.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T[T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 58.00 13.86%
101.0
O \\\‘\m‘\\“Hi\\}‘\\\\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
R aa e
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.00 13.84%
310‘ 101.0
0 Hu‘“:“HHMH‘U;H““Mm_m,‘m_m_uwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A RAREARARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 7.40%
5000
O 1 \‘H 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45

Operator Ju/caG

Sample : M2107-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown9.298 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.298 4.37 ng 408943  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 49
2 Metacetamol 151 C8HINO2 000621-42-1 38
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 38
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 38
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 32
Abundance Scan 1226 (9.298 min): BF123718.D\data.ms (-1222) (-) m/z 42.95 100.00%
43.0
109.1
5000
151.1
N R Ran
‘ 85.1 9.00 9.20 9.40 9.60
0 H“H‘NNMNMJMuy“ﬂ\wawuu“Hl‘_“w‘u“u“‘ m/z 109.10 57.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L B I NI A BN
9.00 9.20 9.40 9.60
69.0 m/z 151.05 28.76%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
N Ea R RARAR
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 18.32%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p-Isopropoxyaniline e R R T T
109.0 9.00 9.20 9.40 9.60
m/z 85.10 11.95%
5000
80.0 151.0
o270 830 | |
A A e o e R A AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45
Operator : JU/CG

Sample : M2107-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentafluoropropionic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.845 9.42 ng 777696 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91

Abundance Scan 1999 (13.845 min): BF123718.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0

11.1 T T
H M ‘ 1530 2080 13.50 14.00
bl 4] M‘w‘u‘wmH_H‘_z?‘l;l‘””_”w m/z 43.05 82.82%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester
57.0
5000 11.0 — S—
13.50 14.00
m/z 55.05 82.62%
252.
O T \“\ ‘\“" T H\‘ “ ‘H‘ ].ﬂ ﬁ\?]\-g\? \0\ T \5‘ \0\\2?7‘ \()\ T ‘ T \3\9‘8\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
— —
13.50 14.00
5000 11.0 ITI/Z 83.10 57.64%
oisg L LLLLIse0 72002090 500
miz--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate — —
57.0 13.50 14.00
m/z 69.00 52.64%
5000 11.0
o LU (5401060 25202070 sano
el e I R R — —
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\BF@42421\
Data File : BF123718.D

Acqg On : 24 Apr 2021 15:45
Operator : JU/CG

Sample : M2107-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 5.0 ng 342988 1 6.822 1373150 20.0
unknown9.298 9.298 4.4 ng 408943 3 9.857 1870130 20.0
Pentafluoroprop... 13.845 9.4 ng 777696 5 13.986 1651510 20.0
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