LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc :

ALS Vvial : 17 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138624.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 5 13 30 rVB 1247406 1999373 80.20% 9.711%
2 3.399 215 222 236 rBvV 74619 170670 6.85% 0.829%
3 5.081 503 508 516 rVB 118374 174143 6.99% 0.846%
4 5.481 570 576 582 rBV 1590877 2108863 84.59% 10.243%
5 6.487 741 747 760 rBV 1601579 2256785 90.53% 10.962%
6 6.681 775 780 792 rVB 62519 85660 3.44%  0.416%
7 6.851 804 809 814 rBV 459294 555496 22.28% 2.698%
8 7.416 898 905 910 rBV 1067132 1448705 58.11% 7.037%
9 7.663 941 947 960 rVB 34994 45708 1.83% 0.222%
10 8.134 1021 1027 1032 rBV 601503 755554 30.31% 3.670%
11 8.351 1058 1064 1068 rBV 22668 29904 1.20% 0.145%
12 8.445 1074 1080 1093 rBV 152406 217559 8.73% 1.057%
13 9.210 1203 1210 1215 rBV 1897729 2492939 100.00% 12.109%
14  9.886 1319 1325 1330 rVB 656708 800249 32.10% 3.887%
15 9.986 1334 1342 1356 rBV 1498502 2419962 97.07% 11.754%
16 10.675 1453 1459 1473 rBV 1012999 1321101 52.99% 6.417%
17 10.792 1474 1479 1488 rVB3 13320 26242 1.05% 0.127%
18 11.369 1572 1577 1584 rBV 537052 679727 27.27%  3.302%
19 11.757 1639 1643 1649 rVB 22685 28068 1.13% 0.136%
20 11.892 1658 1666 1671 rBV 76283 122959 4.93% 0.597%
21 12.463 1752 1763 1773 rVB4 25300 63861 2.56% 0.310%
22 12.810 1818 1822 1826 rBV2 16024 25091 1.01% 0.122%
23 12.951 1841 1846 1851 rBV 1120593 1429396 57.34% 6.943%
24 13.427 1923 1927 1931 rVB 41735 51047 2.05% 0.248%
25 13.857 1994 2000 2015 rBV3 51775 131846 5.29% 0.640%
26 14.004 2017 2025 2036 rVB 335976 458297 18.38% 2.226%
27 14.468 2100 2104 2107 rBV 17966 25215 1.01% 0.122%
28 14.845 2164 2168 2176 rVB 26834 39886 1.60% 0.194%
29 15.039 2197 2201 2208 rBV 17444 34723 1.39% 0.169%
30 15.110 2208 2213 2217 rVB 38828 54083 2.17% 0.263%
31 15.468 2268 2274 2285 rVB 266765 418009 16.77% 2.030%
32 15.915 2345 2350 2357 rBV 48004 83906 3.37% 0.408%
33 17.009 2532 2536 2546 rVB3 14783 32909 1.32% 0.160%

Sum of corrected areas: 20587936
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Jul 2024 18:04
: RC/JU
: P3302-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
BF138624.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138624.D\data.ms
5.481 6.487
1500000
2.169
7.416
1000000
500000 6.851
5.081
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ [ \\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 TIC: BF138624.D\data.ms
9.210
1500000 9.986
12.951
10.675
1000000
9.886
8.134 11.369
500000
8.445 9
0 8.354 L 0.792 1178792 12463 1281
——— [ T T I — T T T L e B L H N B S B e
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: BF138624.D\data.ms
1500000
1000000
500000
14.004 15.468
B.427  13.857 14.468 14.84816d40 15.915 17.009
0= T ] \"R'\—’\‘Nﬁ,\\v/\\/j/\\ — T T T T T T ] 1 T 1 I [ [ 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\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 71.99 ng 19993760 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 13 (2.169 min): BF138624.D\data.ms (-5) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.1

I ‘ 2.202.302.402.502.60
e W/z 43.05  46.74%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN A

43.0 2.202.302.402.502.60
87.0 m/z 55.05 33.02%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

2.202.302.402.502.60

o

5000 41.0 55.0 ITI/Z 87.10 26.23%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- R RAAREAREEIE S o
73.0 2.202.302.402.502.60

m/z 41.05 15.31%

5000
55.0
29.0 ‘ 87.0
0 159 [l \\H | ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

8270-BF070924.M Wed Jul 24 ©8:29:06 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown3.399 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.399 6.14 ng 176670 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Methyltartronic acid 134 C4H605 000595-98-2 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 222 (3.399 min): BF138624.D\data.ms (-215) (-) m/z 45.10 100.00%

45.1
5000 /t
Ramas e R RRR RS
| 610 3.00 3.20 3.40 3.60 3.80
Ol 889 myz 43,05 17.52%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 N N R R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.45%
0 19.0 ‘3‘1‘0 | 53.0610 750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
4:
SMBMSISI Hihe  SUS
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 4.96%
29.0
o 190 370 53050 760
‘H‘“‘w‘“‘_““H““H““H““w““_
miz--> 10 20 30 50 60 70 80 90
Abundance #343: Isopropyl Alcohol RamEs e AR RARE S
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.05%

5000 /\j
27.0
19.0
0 L ‘ L1 37. p\ ‘ 59\0

m/z--> 10 20 30 0 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 6.27 ng 174143  1,4-Dichlorobenzene-d4 6.851

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 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9
Abundance Scan 508 (5.081 min): BF138624.D\data.ms (-503) (-) m/z 43.10 100.00%
3.1
5000
R RARREEE R
‘ 101.1 4.80 5.00 5.20 5.40
ol bl 298 m/z s9.05 54.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L BN L
4.80 5.00 5.20 5.40
m/z 101.10  16.18%
101.0
0 \\\‘\m‘\\“”i\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AR AREEERE R
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.87%
101.0
31.0
0“‘_thm‘ﬂw‘m‘pu"_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A RREEEEEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.68%
5000
0 37\ \‘H ‘ 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

8270-BF070924.M Wed Jul 24 ©8:29:08 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.681 3.08 ng 85660 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 38
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
Abundance Scan 780 (6.681 min): BF138624.D\data.ms (-775) (-) m/z 45.05 100.00%
45.0
5000
59.1
2l 6.40 6.60 6.80 7.00
104.1 . . . .

0 HwH‘w_‘H‘u‘luwH“mw“m_?9‘9””“_””‘ m/z 59.10  32.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \\\‘\/\\\\‘\\\\/\‘\\/\\\‘\\\\
31.0 72 0 6.40 6.60 6.80 7.00
m/z 72.10 18.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)-
45.0
A e REER
6.40 6.60 6.80 7.00
5000 59.0 m/z 43.05 13.50%
31.0 73.0
0 n \‘H i |, 880 1030
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #25411: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- R EmEEELEEEESE R
45.0 6.40 6.60 6.80 7.00
m/z 73.10 10.91%
5000
29.0
73.0
o 230 1L B0 0 890 10301170 o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.445 5.76 ng 217559 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 tert-Butyl phenyl carbonate 194 C11H1403 006627-89-0 53
Abundance Scan 1080 (8.445 min): BF138624.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
771 \\\\‘\\\\‘\\\\‘\\\\’\\\
h 1190 15‘2'1 8.20 8.40 8.60 8.80
I H‘J"H‘H‘_w“_‘wmwmw m/z 77.18 25.58%
m/z--> 20 40 100 120 140 160
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 LA L B I IR L
8.20 8.40 8.60 8.80
7.0 1500 Mz 51.80  16.54%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
e EAEmaREEE R
8.20 8.40 8.60 8.80
5000 m/z 78.10 16.17%
77.0 152.0
27.
‘?M»\
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— ERAREEEES R
94.0 8.20 8.40 8.60 8.80
m/z 45.10 15.60%
5000
77.0 121.0 152.0
31.0 51.0
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\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.986 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.986 60.48 ng 2419960  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene-2,5-dione 112 C6H802 004436-75-3 18
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 14
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 12
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 10
Abundance Scan 1342 (9.986 min): BF138624.D\data.ms (-1334) (-) m/z 43.05 100.00%
3.0
5000
971 1372
69.1 —
0 O O o
Obrrrprere il :kum,mH‘m‘,wwﬁ,www m/z 57.10 53.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7210: 3-Hexene-2,5-dione
43.0
97.0
5000 1
10.00
69.0 m/z 59.05 39.23%
O\\\\‘\1\\’\\\\‘\H\’\\H‘\H\’\\H‘\H\’\\H‘H\\’\\H‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
10 00
m/z 97.10 38.21%
2000150 710 1010
|
o {
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]- g
43.0 10.00
m/z 101.10 37.73%
5000
69.0
97 0
0 |y, 1250 154.0179.0205.0 233.0
‘H‘_H‘M‘HM‘H,‘H‘H‘WH‘W‘HW‘HW‘H‘WH‘_‘HM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.62 ng 122959  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan1666(11892num BF138624.D\data.ms (-1658) (- m/z 43.05 100.00%
5000
129.1
— ——
H 157.1185.2213'2 256.1 11.50 12.00
0“W‘HWJH m/z 73.10 96.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
.0
5000 129.0 [ T
11.50 12.00
. m/z 60.00 93.92%
157-0185.0213'0 256.0 /
O\H‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
— —=
11.50 12.00
5000 m/z 57.05 79.61%
129.0 242.0
199.0
|
I 00T P it N WP B
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92070: Tridecanoic acid “ —
73.0 11.50 12.00
m/z 55.05 78.24%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LA IS ikaiing
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 8 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.857 5.75 ng 131846  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2000 (13.857 min): BF138624.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1

5000

-

— ——
%F_l 23‘0-1 13.50 14.00
Ol ML s o e M/ 43,05 95.97%
miz—-> 0 50 100150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

-

5000 — —
13.50 14.00

m/z 55.10 80.96%

‘ %FiOA 2520 3699 648.1

‘\\J\l\‘HH‘HH["HH‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester

o

-

57.0
— —
13.50 14.00
5000 m/z 83.05 63.17%
.0
0 Jl | F] T ?3\80 384.0
et e e e e e
m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester “ —
57.0 13.50 14.00
m/z 69.10 57.17%

5000

-

F.O
210.0
356.0
L1 1 O - B D
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 9 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.110 2.59 ng 54083  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Eicosane 282 C20H42 000112-95-8 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2213 (15.110 min): BF138624.D\data.ms (-2208) (- m/z 57.10 100.00%
57.1
1500 1550
4111832 2671 : :
ol ;‘U hw‘m‘“‘ M R R e m/z 43.10  62.21%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 —r e
15.00 15.50
m/z 71.05 59.00%
0 \‘ \L ‘ H\ I H‘ | J\\-4%L 9183 0225 0 268 0
\\\‘ \\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 43.12%
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 15.00 15.50
m/z 55.10 24.34%
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 10 Octacosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.915 4.01 ng 83906  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31He4 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2350 (15.915 min): BF138624.D\data.ms (-2345) (- m/z 57.05 100.00%
57.0
- AML
16.00
169 1 :
- H m‘mm‘ g m/z 43.10  61.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
16.00
m/z 71.05 52.06%
ol | “\\ 77 1690 2250 o810 3650
\\\!‘ !\]\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
——
16.00
5000 m/z 85.10 41.39%
o LLLLU1T 7 3090 2250 2810 3800
R R AR B
m/z--> 0 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane —
57.0 16.00
m/z 55.10 25.39%
o MK/J\W
o 7170 1690 2250 3000 365.0 436
e “W““H“,“H““w““_““u“, ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138624.D

Acqg On : 23 Jul 2024 18:04
Operator : RC/JU

Sample : P3302-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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|
Butane, 2-metho... 2.169 72.0 ng 1999370 1 6.851 555496 20.0
unknown3.399 3.399 6.1 ng 170670 1 6.851 555496 20.0
2-Pentanone, 4-... 5.081 6.3 ng 174143 1 6.851 555496 20.0
Ethanol, 2-(2-e... 6.681 3.1 ng 85660 1 6.851 555496 20.0
1-Phenoxypropan... 8.445 5.8 ng 217559 2 8.134 755554 20.0
unknown9.986 9.986 60.5 ng 2419960 3 9.886 800249 20.0
n-Hexadecanoic ... 11.892 3.6 ng 122959 4 11.369 679727 20.0
Pentadecafluoro... 13.857 5.8 ng 131846 5 14.004 458297 20.0
Nonadecane 15.110 2.6 ng 54083 6 15.468 418009 20.0
Octacosane, 2-m... 15.915 4.0 ng 83906 6 15.468 418009 20.0
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