LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc :

ALS Vvial : 19 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138412.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 9 15 21 rVB 2098618 2562834 77.10% 8.919%
2 2.281 29 33 39 rVB 33172 44283 1.33% 0.154%
3 3.399 220 223 234 rBV 79438 165548 4.98% 0.576%
4 5.093 508 511 520 rVB 294903 339348 10.21% 1.181%
5 5.504 576 581 584 rBV 3534468 3283214 98.78% 11.426%
6 5.822 630 635 641 rBV 48909 46380 1.40% 0.161%
7 6.510 747 752 755 rBV 3696825 3323882 100.00% 11.567%
8 6.698 781 784 787 rBV 103319 82027 2.47% 0.285%
9 6.875 810 814 817 rBV 1527790 1244005 37.43% 4.329%
10 6.934 819 824 828 rVB 48940 41056 1.24% 0.143%
11  7.434 898 909 912 rBV 2370601 2133456 64.19% 7.424%
12 7.686 948 952 959 rVB 161169 125892 3.79% 0.438%
13 8.151 1028 1031 1034 rBV 1732381 1509134 45.40% 5.252%
14 8.369 1063 1068 1075 rVB 49122 45132 1.36% ©0.157%
15 8.463 1081 1084 1088 rBV 253347 207515 6.24% 0.722%
16 9.228 1210 1214 1217 rBV 3589840 2767533 83.26% 631%
17 9.904 1326 1329 1333 rBV 1615902 1367279 41.14% 758%
18 9.939 1333 1335 1338 rVB 51939 41021 1.23%

19 10.004 1341 1346 1351 rVB 104997 140359  4.22%
20 10.692 1459 1463 1470 rBV 1642400 1375496 41.38%

oo b
=
i
w
R

21 10.798 1478 1481 1487 rVB2 155023 161751 4.87%
22 11.251 1552 1558 1560 rBV3 32571 35834 1.08%
23 11.392 1578 1582 1584 rBV 1275691 1085376 32.65%

OO wWoeoe
~N
~N
N
3R

24 11.416 1584 1586 1589 rVV 267228 219158 6.59% 763%
25 11.463 1589 1594 1597 rVB 81062 78869 2.37% 274%
26 11.622 1615 1621 1626 rBV 28899 40546 1.22% 0.141%
27 11.916 1668 1671 1677 rBV2 187026 181107 5.45% ©.630%
28 12.004 1683 1686 1688 rBV2 58100 58792 1.77%  ©.205%
29 12.439 1757 1760 1763 rBV 32565 35966 1.08% 0.125%
30 12.474 1763 1766 1771 rVB2 32108 39987 1.20% 0.139%

31 12.598 1784 1787 1791 rBV ~ 439302 384332 11.56%
32 12.698 1801 1804 1807 rBV 71074 82875 2.49%
33 12.827 1821 1826 1832 rVB 390721 399935 12.03%

OO R ORr
w
(o]
N
R

34 12.974 1847 1851 1854 rBV 2203601 1940875 58.39% 754%
35 13.051 1859 1864 1867 rBVv3 30128 51432  1.55% 179%
36 13.157 1879 1882 1884 rVB 58436 49009 1.47% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS Vvial : 19 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.221 1891 1893 1896 rVB 47513 37413 1.13% 0.130%
38 13.263 1896 1900 1902 rBV2 45316 50647 1.52% 0.176%
39 13.545 1945 1948 1952 rBV2 32151 39394 1.19% 0.137%
40 13.868 1999 2003 2012 rVB 217788 268078 8.07%  0.933%
41 14.027 2025 2030 2032 rBV2 1167581 1190051 35.80% 4.141%
42 14.051 2032 2034 2041 rVB 197310 174667 5.25% 0.608%
43 14.186 2055 2057 2061 rVB 48258 37033 1.11% 0.129%
44 14.492 2106 2109 2114 rBV3 75669 130630 3.93% 0.455%
45 15.062 2203 2206 2209 rBV 127195 178632 5.37% 0.622%
46 15.139 2216 2219 2222 rBV 64207 64100 1.93% 0.223%
47 15.427 2265 2268 2274 rVB 107279 123797 3.72% 0.431%

48 15.492 2275 2279 2283 rBV 605138 749963 22.56% 2.610%

Sum of corrected areas: 28735643
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Jul 2024 19:35
¢ CG\JU
. P3077-04

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
BF138412.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF138412.D\data.ms

5.504 6.510

7.434
2.175

6.875

5.003 .
281 3.399 5.822 6.698 ¢ 934 :

Time-->

JAN——
(L LA DL L L ML L L L L I L L L L I B L L L L L B L B A L B I B R R

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF138412.D\data.ms
9.228

12.974

8.151

9.904 10.692

11.392

12.5982.827

11,916

0.798 164

11.2541.468 622

i

0
Time-->

= —
10.00 10.50 11.00

= e R T
11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF138412.D\data.ms

14.027

15,8639 15.427

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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.
2.175 41.20 ng 2562830 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 15 (2.175 min): BF138412.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
87'1 \H‘HH‘HH‘HH‘\H\‘H\
‘ 91 2.202.302.402.502.60
Oberrrrerrerrre b B3 L1000 s 4310 48.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T [T T T [T T[T T TTT
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10 33.27%
29.0
O H\‘\H\‘\H\“HH[‘HH‘H\\9‘\0\H“\}H‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R  ARAREEEREEMEEE
2.202.302.402.502.60
5000 m/z 87.10 25.06%
55.0
27.0 41|
o140 [ | 98.0 1150
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol A RaRa T AR
73.0 2.202.302.402.502.60
m/z 41.05 15.77%
87.0
41.0 55.0
5000
Joase BN
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Isopropyl Alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.399 2.66 ng 165548 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 50
2 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2,3-Butanediol 90 C4H1002 000513-85-9 39
Abundance Scan 223 (3.399 min): BF138412.D\data.ms (-220) (-) m/z 45.10 100.00%
451
5000 {\¥
R aE RARE
61.0 75 3.00 3.20 3.40 3.60 3.80
Ot e e 2o m/z 43.05 16.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #342: Isopropyl Alcohol
45.0
5000 I L L B R
3.00 3.20 3.40 3.60 3.80
27.0 m/z 61.00 5.99%
I 59.0
O H‘\}‘H"H}\"\Hi“‘”i\‘\\\\“\\H‘HH’H\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36680: Methoxyacetic acid, pentyl ester
45.0
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.31%
29.0 70.0
0 ‘ ‘ Il ‘\M | ‘\ M L \M 91\.0 115'0 130'0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1093: (S)-(+)-1,2-Propanediol Ramas A RAR R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 3.20%
5000
31.0
0 u‘m'\,m‘\‘,‘m\Mm‘\\\6\%\'9\‘7\\5(9\”\‘m\‘\m‘\m‘\m‘\m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 5.46 ng 339348 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 511 (5.093 min): BF138412.D\data.ms (-508) (-) m/z 43.10 100.00%

3.1
5000
R RERREEEENS R
| 1011 4.80 5.00 5.20 5.40
obrrrpreflhrd 2L 2910 m/z 59.05 51.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B L LA B
4.80 5.00 5.20 5.40
101.0 m/z 58.10  15.26%
0 \\\‘\‘\“\\“h\\\‘}“\7\3\.\0“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R R B
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.28%
101.0
31.0
0 H“AWNMMJM‘uu‘uu‘_“w"H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate e EARRAEESSS S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.15%
5000
15.0 72.0 100.0
T P
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35

Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.463 2.75 ng 207515 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l
2 1-Propanol, 3-phenoxy-
3 1-Propanol, 2-phenoxy-

4 Carbonic acid, neopentyl phenyl ...

152 C9H1202
152 C9H1202
152 C9H1202

208 C12H1603

000770-35-4 96
006180-61-6 87
004169-04-4 64
013183-19-2 59
058275-93-7 53

5 2-Hexen-4-yne, 2-methyl- 94 C7H1e
Abundance Scan 1084 (8.463 min): BF138412.D\data.ms (-1081) (-)
94.0
5000
45.1 i 152.1
o bl . | 2212
miz--> 20 40 60 80 100 120 140 160
Abundance #30123: 1-Phenoxypropan-2-0
94.0
5000
77.0
‘ 152.0
15.0 ‘ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
m/z--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
5000
77.0 152.0
w0 1o 1| Lo
0“““u““““ “““‘w“““(“““‘w“‘
mlz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy—
94.0
5000
77.0 121.0 152.0
310 SLO '
m/z--> 20 40 60 80 100 120 140 160

m/z 94.05 100.00%

A
T T

8.20 8.40 8.60 8.80

m/z 77.10  22.58%

8.20 8.40 8.60 8.80

m/z 152.05 16.41%

8.20 8.40 8.60 8.80

m/z 45.10  15.85%

A
L L L L B

8.20 8.40 8.60 8.80

m/z 51.00 14.64%

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknownl®.004 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.004 2.05 ng 140359  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 22
2 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 12
3 3-Tetradecanol acetate 256 C16H3202 ©51354-23-5 12
4 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 10
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 9
Abundance Scan 1346 (10.004 min): BF138412.D\data.ms (-1341) (-] ' m/z 43.10 100.00%
43.1
5000 97.1 1372
69.1 | .
H\ ‘ 170.2 197.1 10.00
0 H‘_‘kuw‘ wu‘H‘W‘H‘_“q‘u‘_‘H‘H‘W‘H‘M‘H m/z 57.10 55.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 e ‘
10.00
101.0 m/z 59.10 42.91%
15.0 ‘ ‘
0 H‘\‘\‘1‘\\“‘1\\‘\“‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH“\H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
pap o
10.00
m/z 97.10 42.50%
5000 112.0
71.0
139.
oo D LU 90050
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate T ‘
43.0 10.00
m/z 137.20  38.89%
5000
69.0 101.0
ob LT a2s0 16701980 g L
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\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35

Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: 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 Benzenesulfonamide, N,4-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.798 2.98ng 161751 Phenanthrene-d10 11.392

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 96
2 Benzeneacetaldehyde 120 C8H80 000122-78-1 60
3 4-Benzylsulfanyl-6-fluoro-2-trif... 313 C13H7F4N3S 1000296-93-7 47
4 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 46
5 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 43
Abundance Scan 1481 (10.798 min): BF138412.D\data.ms (-1478) (- m/z 91.10 100.00%
91.1
5000
184.9 RN LN
39.0 130 ‘ ‘ 10.50 11.00
ol il A9 L 388 4y 65.05  25.16%
m/z--> 50 100 150 200 250 300
Abundance #60176: Benzenesulfonamide, N,4-dimethyl-
91.0
30.0
5000 o L o
10.50 11.00
185.0 m/z 92.10 17.79%
0 \‘\h\ }“\‘L\”\ ““\ }‘1\3\9‘4\ T LA L B
miz--> 50 100 150 200 250 300
Abundance #10658: Benzeneacetaldehyde
91.0 ﬂ
T ‘ T T \A\ ‘ T A
10.50 11.00
5000 ITI/Z 184.95 17.26%
39.0 ‘
B N e e ——
miz--> 50 100 150 200 250 300
Abundance #215365: 4-Benzylsulfanyl-6-fluoro-2-trifluoromethyl-pyrir Co ot )
91.0 10.50 11.00
m/z 155.00 16.56%
5000
39.0
ol L‘\h | 1460 20302400 3130
e
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.34 ng 181107  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 1671 (11.916 min): BF138412.D\data.ms (-1668) (- m/z 43.10 100.00%
43.1 |73.0
192.1
5000
129.1
——
‘ 256.1 12.00
ol “ : : m/z 60.80  99.67%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 73.05 95.43%
T
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
— =
43.0 12.00
5000 m/z 57.10 89.36%
129.0
1710 2140
0 1‘41‘0‘\‘ Ud ‘u‘u‘ H‘“ ‘Mh“‘ ‘\H“‘\ ‘\H‘\ i ‘\M‘ “\ . | — “\ . P
miz--> 50 100 150 200 250
Abundance #46965: n-Decanoic acid T
60.0 12.00
m/z 55.10 86.58%
5000 129.0
29.0
7.0
0l— M‘ LH ‘M u‘“ ‘uhP‘ h‘\ H“ | “ ‘ :‘1'7‘\2"0‘ : : : —
m/z--> 50 100 150 200 250 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35

Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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
Peak Number 8 Cyclopentadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.868 4.51 ng 268078  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 1-Octadecene 252 C18H36 000112-88-9 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
4 Butyl hexadecyl ether 298 C20H420 1010406-40-5 87
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 87

Abundance Scan 2003 (13.868 min): BF138412.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
11.1 230.1
— ——
H ‘ ‘ 761 13.50 14.00
ol 4] HM Ly BLy | 21813201 s, 4310 87.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
13.50 14.00
m/z 55.10 67.01%
2100
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
— ——
13.50 14.00
5000 m/z 83.10 51.99%
oL 1 | |15401960 2520
e ““ T B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate — ——
57.0 13.50 14.00
m/z 69.10 50.29%
- | MJL\A
fo i “ h “\ “\ m u 01960 26603110 4121
e “‘ R o e P P
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.492 2.20 ng 130630  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Hexacosane 366 C26H54 000630-01-3 76
4 Heptacosane 380 C27H56 000593-49-7 76
5 Heptadecane 240 C17H36 000629-78-7 70
Abundance Scan 2109 (14.492 min): BF138412.D\data.ms (-2106) (- m/z 57.10 100.00%
57.1
5000
254.1 e
397.: 14.50
ol— \\h\hu\h JH m\ I hH 16? ?%‘1}& ' }H\‘ " %?T ‘1‘ ‘3‘5‘3‘:‘3‘ ‘\\‘ : m/z 43.10 72.23%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
5000 T
14.50
0.0 m/z 71.10 65.76%
0 15.04 L)) 141018302250 2960
\\\\‘ \\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107217: Hexadecane
57.0
——
14.50
5000 m/z 85.10 41.97%
9.0
. | L4 % 0 1410183.0226.0
i L L e B o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane —
57.0 14.50
m/z 55.10 38.32%
5000
ol ‘L‘ 1) M | 1410183.0225.0267.03090_367.0
I e e A L B i e R —
m/z--> 0 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138412.D

Acqg On : 01 Jul 2024 19:35
Operator : CG\JU

Sample : P3077-04

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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... 2.175 41.2 ng 2562830 1 6.875 1244010 20.0
Isopropyl Alcohol 3.399 2.7 ng 165548 1 6.875 1244010 20.0
2-Pentanone, 4-... 5.093 5.5 ng 339348 1 6.875 1244010 20.0
1-Phenoxypropan... 8.463 2.8 ng 207515 2 8.151 1509130 20.0
unknownl10.004 10.004 2.0 ng 140359 3 9.904 1367280 20.0
Benzenesulfonam... 10.798 3.0 ng 161751 4 11.392 1085380 20.0
n-Hexadecanoic ... 11.916 3.3 ng 181107 4 11.392 1085380 20.0
Cyclopentadecane 13.868 4.5 ng 268078 5 14.027 1190050 20.0
Heneicosane 14.492 2.2 ng 130630 5 14.027 1190050 20.0
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