LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

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_ F\Methods\8270-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF136104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.040 498 502 508 rVB 68800 77506  1.97% 0.406%
2 5.446 566 571 574 rBvV 1583591 1431435 36.44% 7.500%
3 6.445 737 741 744 rBV 1113820 911093 23.19% 4.774%
4 6.816 801 804 808 rBV 894997 702470 17.88%  3.680%
5 6.881 811 815 825 rBV 57711 71691 1.82% 0.376%
6 7.387 895 901 903 rBV 2286917 2233863 56.86% 11.704%
7 7.457 910 913 918 rBV2 66141 65982 1.68% 0.346%
8 8.004 1003 1006 1010 rBV 54340 55017 1.40% ©0.288%
9 8.098 1018 1022 1025 rBV 1246361 929063 23.65% 4.868%
10  8.445 1075 1081 1085 rBV 108981 115755 2.95% 0.606%

11  9.181 1202 1206 1209 rBV 4435594 3928573 100.00% 20.583%
12 9.857 1317 1321 1324 rBV 1273239 993647 25.29% 5.206%
13 10.269 1388 1391 1395 rVB 151553 115426  2.94% ©.605%
14 10.651 1451 1456 1459 rBV 2227485 2031011 51.70% 10.641%
15 11.345 1571 1574 1578 rVB 961446 863391 21.98% 4.524%

16 11.886 1662 1666 1670 rBV 72371 74039 1.88% ©.388%
17 12.769 1812 1816 1822 rBV 243925 197746 5.03% 1.036%
18 12.951 1842 1847 1850 rBV 3298621 2966242 75.50% 15.541%
19 12.980 1850 1852 1858 rVB 167517 129358 3.29% 0.678%
20 13.886 1999 2006 2019 rBV1e0 19161 72075 1.83% 0.378%

21 14.004 2022 2026 2030 rVB 693617 605372 15.41% 3.172%
22 15.492 2274 2279 2285 rBV 431109 515571 13.12% 2.701%

Sum of corrected areas: 19086326
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Nov 2023 19:32
¢ CG\JU
. 05049-03

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
BF136104.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF136104.D\data.ms

7.387

5.446

6.445
6.816

5.040 .881 457

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF136104.D\data.ms

9.181

12.951

10.651

8.098 9.857

11.345

8.00

I\

Time-->

12.76
A il

12.50 13.00

8.445 10.269 11.886
/\’\ T T ‘ T T T T ‘ T T T ‘ T T /\\ T ‘ T T ‘ T T ‘ T T T T

9.00 9.50 10.00 10.50 11.00 11.50

—f— o \
8.00 8.50 12.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF136104.D\data.ms

14.004
15.492

Time-->

13.88
T T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00

13.50

T ‘ T T T T T T T T T T ‘ T
15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF103023.M Fri Nov 03 01:37:17 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.21 ng 77506  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 502 (5.040 min): BF136104.D\data.ms (-498) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e A
4.80 5.00 5.20 5.40
L | 83.0 9
o m/z 59.10 60.00%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL B L I N B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.46%
o 2o e3o 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0
R AREmEEE R
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.62%
101.0
ol 180 60.0  84.0
e T T T T T
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester ARAaamEaE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.38%
5000 41.0
0 \H\‘ \‘ if 12\6'0 142.0
1
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.881 2.04 ng 71691 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 78
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 59
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 53
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 47

Abundance Scan 815 (6.881 min): BF136104.D\data.ms (-811) (-) m/z 57.10 100.00%

57.1
5000
41.0
83.1
‘ | ‘ 1120 6.60 6.80 7.00 7.20
Ol bl SRS m/z 41.85 31.47%
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 EEEE A RN
41.0 6.60 6.80 7.00 7.20
83.0 m/z 55.10 29.12%
0150’ “1\\\“\1\112'\0‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 43.05 27.39%
41.0
83.0
0 18.0 112.0
T T T
miz--> 20 40 60 80 100 120 140
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether R SRR NEE
57.0 6.60 6.80 7.00 7.20
m/z 56.10 21.36%
41.
5000
83.0 112.0
0+ \1\5\'9\‘1‘\ \Hw‘\ iy \‘1“\ : “!w : \“‘ R \174‘1(0\ \
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32

Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 2

Peak Number 3 Nonanoic acid

R.T. EstConc Area Relative to ISTD R.T.
8.445 2.49 ng 115755 Naphthalene-d8 8.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 95
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
Abundance Scan 1081 (8.445 min): BF136104.D\data.ms (-1075) (-) m/z 60.00 100.00%
60.0
5000 41.1 Ak“
115.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
0l ‘ 87‘-0 ‘ ‘ 4101580 8.20 8.40 8.60 8.80
Y AN 1 B LA ““‘\““ A SR m/z 73.00 84.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35300: Nonanoic acid
60.0
5000 T T T T T A
41.0 115.0 8.20 8.40 8.60 8.80
m/z 57.05 64.90%
98.0 ‘
0 \J-\S.‘q w T “‘\‘ T \H!H‘ T ‘\“‘\‘\SJ‘TWQ\ T }““‘ T i ‘ T \‘\]-\4‘1\.0\]\_5\‘8‘.(\)\
miz--> 20 40 60 80 100 120 140 160
Abundance
60.0
PR R
8.20 8.40 8.60 8.80
5000 41.0 m/z 41.10 50.18%
87.0
R L
m/z--> 20 40 60 80 100 120 140 160
Abundance #24058: Octanoic acid A RRAREET
60.0 8.20 8.40 8.60 8.80
m/z 55.05 42.37%
5000 43.0
85.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 4 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.269 2.32 ng 115426  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 78
2 Pentanoic acid, 2,2,4-trimethyl-... 286 C16H3004 1000140-77-5 64
3 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 59
4 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 50
5 (2R,3R)-2,3-Dihydroxybutanedioic... 248 C10H1607 1000462-99-8 50

Abundance Scan 1391 (10.269 min): BF136104.D\data.ms (-1388) (- m/z 71.05 100.00%

71.0
43.0
5000

111.1 159.1 243.2 10.00 10.50
Obr etk bbb b e e m/z 43.@5  52.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000 T

T ‘
10.00 10.50
m/z 41.10 10.84%

98.0
T ‘ \‘\M\ \“‘H\ T \‘!" T \‘ U T “\‘ \‘ T \“‘ T \‘\ T ‘ T \]-\4’§\.\0\“]\-\7§-‘0\1\-28‘.\0\\ T ’ T \\2\4’.:\3\.9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71.0

— —
43.0 10.00 10.50

o

5000 ITI/Z 56.05 8.96%
o 970 197.0 1590485 2150 243.0
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14082: Butanoic acid, 2-propenyl ester
71.0 10.00 10.50
m/z 111.05 7.82%
43.0
5000
0 \“ M‘m 1 | \10\00 128.0 A
e e e T e IR A e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 5 Butyl citrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.769 6.53 ng 197746  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid, butyl isobutyl ester 258 C14H2604 1010324-09-3 64
3 Adipic acid, butyl 2-methylpent-... 286 C1l6H3004 1010353-55-8 56
4 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 56
5 Adipic acid, 3-heptyl isobutyl e... 300 C17H3204 1000353-64-8 56
Abundance Scan 1816 (12.769 min): BF136104.D\data.ms (-1812) (- m/z 185.10 100.00%
185.1
129.0
5000
57.1
—— o
‘ 259.1 12.50 13.00
0 HM ol :M e \“c | m/z 129.88  79.55%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0 J
5000 L
12.50 13.00
m/z 57.10  27.43%

o

41.0 259.0
\‘\ \““‘\\\\ }‘\““\\\\‘\\\\‘i\\\’\\\\3‘6\1.\'
mi/z--> 100 150 200 250 300 350
Abundance
185.0
e =

129.0
12.50 13.00
5000 ITI/Z 41.05 20.59%
57.0
243.0
ok L s
m/z--> 50 100 150 200 250 300 350
Abundance  #181417: Adipic acid, butyl 2-methylpent-3-yl ester T =
129.0 185.0 12.50 13.00
m/z 111.00 11.79%
5000
omﬂmm\mww‘um_m,w_‘
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 6 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.38 ng 72075  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 55
2 17-Pentatriacontene 491 C35H70 006971-40-0 53
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 52
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 49
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 49
Abundance Scan 2006 (13.886 min): BF136104.D\data.ms (-1999) (- m/z 57.00 100.00%
57.0
1111
5000
— —
L 77 200 B0 e
ow_Hwmw‘w_m‘W_MW_W m/z 69.00  94.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 111.0 .. ——
13.50 14.00
m/z 83.00 93.87%
\ H‘ 168.0 252.0 398.0
O \\‘\\‘\\\\\‘\‘\‘l\l\l“\\l\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance
-

13.50 14.00
5000 111.0 ITI/Z 43.10 84.65%
o 167.0223.0278.0334.0300.0  490.(
B e R e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 55.00 67.60%
5000
111.0
M ‘ 169.0 238.0
o"MHH"“M‘MJ‘wHH‘HH_m‘mwm_uw — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136104.D

Acqg On : 02 Nov 2023 19:32
Operator : CG\JU

Sample : 05049-03

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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-... 5.040 2.2 ng 77506 1 6.816 702470 20.0
1-Hexanol, 2-et... 6.881 2.0 ng 71691 1 6.816 702470 20.0
Nonanoic acid 8.445 2.5 ng 115755 2 8.098 929063 20.0
2,2,4-Trimethyl... 10.269 2.3 ng 115426 3 9.857 993647 20.0
Butyl citrate 12.769 6.5 ng 197746 5 14.004 605372 20.0
Pentafluoroprop... 13.886 2.4 ng 72075 5 14.004 605372 20.0
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