LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acqg On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc :

ALS Vvial : 15 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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37482.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.299 202 206 219 rVB 97943 141437 1.33% 0.253%
2 4.910 305 310 322 rBV 1045479 1419319 13.35% 2.540%
3 5.375 383 389 407 rBV 4280437 6169997 58.05% 11.043%
4 6.987 655 663 684 rBV 3908460 6211234 58.43% 11.116%
5 7.804 795 802 811 rBV 808601 1281102 12.05% 2.293%

6 8.975 993 1001 1021 rBV 2356029 3942196 37.09% 7
7 10.410 1236 1245 1258 rBV2 47479 174607 1.64% ©
8 10.604 1271 1278 1295 rBV 964494 1664427 15.66% 2.979%
9 13.069 1690 1697 1720 rBV 5593939 8540698 80.35% 15.
10 14.445 1925 1931 1943 rBV 1300617 1995491 18.77% 3

11 15.939 2179 2185 2203 rBV 4149403 5953613 56.01% 10.655%
12 17.192 2392 2398 2411 rBV 1340725 2070684 19.48%  3.706%
13 18.092 2546 2551 2561 rBV 201374 401347 3.78% ©.718%
14 19.374 2765 2769 2777 rBV2 143539 258805 2.43% 0.463%
15 19.821 2840 2845 2855 rBV 9133711 10629676 100.00% 19.024%

16 20.586 2971 2975 2978 rBV 145730 177073 1.67%
17 21.092 3057 3061 3070 rBV2 307591 526299 4.95%
18 21.380 3105 3110 3120 rBV 1580935 2208142 20.77%
19 23.715 3502 3507 3517 rVB2 1078173 2108463 19.84%
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Sum of corrected areas: 55874610
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM037482.D\data.ms
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Abundance TIC: BM037482.D\data.ms
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Abundance TIC: BM037482.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.299 2.21 ng 141437  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 90
Abundance Scan 206 (4.299 min): BM037482.D\data.ms (-202) (-) m/z 83.00 100.00%
83.0
5000 43.0 A\
R o N N R
‘ 4.00 4.20 4.40 4.60
ol bk 1468 207.0 2809 385. .7 55,00 94.53%
m/z--> 50 100 150 200 250 300 350
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L B B I B B
43.0 4.00 4.20 4.40 4.60
m/z 43.00 44.11%
O' \\‘\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #3553: 3-Hexen-2-one
55.0
AR A RAREERE T
4.00 4.20 4.40 4.60
5000 m/z 98.10 39.95%
98.0
15.
0 w‘m‘l‘w“u”wm‘_m_m,””_m_
m/z--> 50 100 150 200 250 300 350
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R Rmmm e AR
83.0 4.00 4.20 4.40 4.60
m/z 39.05 30.10%
41.0
5000
0 H‘ A e S
m/z--> 50 100 150 200 250 300 350 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.910 22.16 ng 1419320  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 310 (4.910 min): BM037482.D\data.ms (-305) (-) m/z 43.00 100.00%

43.0
5000 K
101.1 R RN RN R
‘ 4.60 4.80 5.00 5.20
ol ) 1469 2090 8%5. /7 59.e0  56.37%
m/z--> 50 100 150 200 250 300 350
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N R RN R R
4.60 4.80 5.00 5.20
m/z 101.10  19.61%
101.0
O\‘\“‘\‘\"\\\[\\\\‘\\\\\\\\’\\\\\\\\\
miz--> 50 100 150 200 250 300 350
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
EBEmmaRE TS

4.60 4.80 5.00 5.20
5000 m/z 58.00 14.65%

101.0
H“L“;“““ ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance : i i i

R B T

#21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.59%

5000
I

T R asa
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.410 2.10 ng 174607  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
Abundance Scan 1245 (10.410 min): BM037482.D\data.ms (-1236) (- | m/z 57.10 100.00%
57.1
87.1 1050
10.50
130.9
- ‘u‘!“‘_‘uwmwmW‘,mW???ﬁ’ww,‘%??f m/z 45.00  96.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
87.0 m/z 41.00 40.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 m/z 75.00 21.01%
87.0
27,0 ‘
Otk 3200680
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10.50
m/z 56.00 18.55%
5000
89.0
N ) SR
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.092 3.88 ng 401347  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2551 (18.092 min): BM037482.D\data.ms (-2546) (- | m/z 73.00 100.00%
3.0
5000
129.1
213.1 S !
i | ﬂl'l ‘ 256.3 18.00
0 b e b S 841 s 4310 88.46%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — :
129.0 18.00
3.0 213.0 m/z 59.95 86.56%
171.0 ‘
0 “}‘““\‘N”M T “\ \“ \‘\H“ \‘\“\ T “\ L B B
miz—-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T \
18.00
5000 129.0 m/z 55.00 72.67%
29. 171.0
‘ 214.0
ok “ w‘“‘“ 7 Y ‘ S
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid ——
73.0 18.00
m/z 57.05 64.83%
5000 129.0
29.
199.0 242.0
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.374 2.34 ng 258805  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2769 (19.374 min): BM037482.D\data.ms (-2765) (- | m/z 73.00 100.00%
73.0
5000 J\/\MJ\’
— ——
. 19.00 19.50
ol : m/z 43.85 94.88%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43
5000 129.0 — —
83.0 19.00 19.50
‘ 185.0 241 02840 m/z 60.00  84.04%
O\\A‘M J
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
s —
19.00 19.50
5000 129.0 m/z 57.10 81.04%
29.(
‘ 199.0 242 0
oL ‘L‘ H‘ M‘u} ‘ “ ‘ ‘ ‘\ - ‘ R R
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P ——
43.0 19.00 19.50
m/z 55.00 71.62%
5000 284.0
3.0 129 0
1850 2410
ol ‘u\w bt L T L e (T T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acq On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.092 4.77 ng 526299  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 89
4 1-Hexacosene 364 C26H52 018835-33-1 89
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
Abundance Scan 3061 (21.092 min): BM037482.D\data.ms (-3057) (- | m/z 57.05 100.00%
57.0
T \
j i? 12970 85 0355.1 1 21.00
b AlMIE [ 282095524300 8381 n/z 43.85  86.23%
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — :
21.00
m/z 55.05 73.93%
oAl %F;?A 2520 3600 648,
‘\\H‘\H\‘\\H[HH‘WH\‘HH‘\H\’HH‘\\H’HH‘HH’HH‘HH]H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #333983: Nonadecy! heptafluorobutyrate
97.0
T \
21.00
5000 m/z 83.10 62.38%
69.0 266.0
27.0 jl | 462.0
v T e U
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #155959: 1-Nonadecene T
57.0 21.00
m/z 69.10 58.47%
5000
389.0 266.0
ol ﬁw$wnw‘m_LH_H‘VH‘_HW‘HW‘HWH‘WH‘WH =
m/z--> 0 50 100150200 250 300 350400450 500550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111122\
Data File : BM@37482.D

Acqg On : 12 Nov 2022 00:19
Operator : CG/JU

Sample : N5530-09

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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|
3-Penten-2-one, ... 4.299 2.2 ng 141437 1 7.804 1281100 20.0
2-Pentanone, 4-... 4.910 22.2 ng 1419320 1 7.804 1281100 20.0
Ethanol, 2-(2-b... 10.410 2.1 ng 174607 2 10.604 1664430 20.0
n-Hexadecanoic ... 18.092 3.9 ng 401347 4 17.192 2070680 20.0
Octadecanoic acid 19.374 2.3 ng 258805 5 21.380 2208140 20.0
Pentadecafluoro... 21.092 4.8 ng 526299 5 21.380 2208140 20.0
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