LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc :

ALS Vvial : 12 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140361.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 5 12 21 rvW 873138 1372465 44.88% 5.672%
2 2.275 25 31 35 rW 51040 88517 2.89% 0.366%
3 5.093 502 510 526 rBV 273535 413613 13.53% 1.709%
4 5.493 572 578 598 rBV 1713381 2233138 73.03% 9.228%
5 6.498 742 749 767 rBV 1765011 2457750 80.37% 10.157%
6 6.869 807 812 817 rBV 561420 684596 22.39%  2.829%
7 7.428 901 907 917 rBV 1218188 1639230 53.61% 6.774%
8 7.681 945 950 958 rBV 40637 55288 1.81% 0.228%
9 8.151 1024 1030 1045 rBV 707733 909496 29.74% 3.759%
10 9.222 1207 1212 1221 rBV 2290001 3057926 100.00% 12.637%
11 9.304 1222 1226 1230 rVV5 31565 48751 1.59% 0.201%
12 9.616 1275 1279 1283 rBV3 140867 224882 7.35% 0.929%
13 9.769 1302 1305 1308 rBV3 68441 98716 3.23% 0.408%
14  9.816 1309 1313 1317 rVB2 132048 178595 5.84% 0.738%
15 9.904 1322 1328 1332 rVV 787500 1063384 34.77% 4.394%
16 10.163 1369 1372 1378 rVB3 98295 140964 4.61% ©.583%
17 10.239 1379 1385 1388 rBV3 130460 273147 8.93% 1.129%
18 10.275 1389 1391 1394 rVVW3 77299 98661 3.23% 0.408%
19 10.310 1394 1397 1402 rVV2 166999 237048 7.75% 0.980%
20 10.557 1434 1439 1445 rBV 367248 750602 24.55% 3.102%

21 10.692 1458 1462 1473 rBV 833258 1236994 40.45%
22 10.822 1480 1484 1491 rBV 1123795 1536613 50.25%
23 11.286 1559 1563 1569 rVB 614711 881854 28.84%
24 11.398 1578 1582 1596 rBV 739028 1187753 38.84%
25 12.980 1847 1851 1859 rVB 1612597 2110474 69.02%
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26 14.039 2027 2031 2039 rVB 405867 569559 18.63%
27 15.174 2221 2224 2233 rVB 22664 35939 1.18% 0.149%
28 15.539 2280 2286 2300 rVB 376923 612393 20.03% 2.531%
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A
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Sum of corrected areas: 24198348
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Nov 2024 14:47
: RC/JU
: P4779-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
BF140361.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF140361.D\data.ms

5.493 6.498

7.428

.163

6.869

5.093

275 7.6¢

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

2000000

1500000

1000000

500000

TIC: BF140361.D\data.ms

9.222 12.980

8.151

0
Time-->

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF140361.D\data.ms

14.039
15.539

. 15174

-~

Time-->

L — [ r 1 T T [ T 1 T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ 1T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47

Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.163 40.10 ng 1372476  1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance  Scan 12 (2.163 min): BF140361.D\data.ms (-5) (-) m/z 73.05 100.00%
73.0
5000
43.0
87.1
GRS
91 ‘ 2.202.302.402.502.60
Obrrre 22 Wiz 43.05  37.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T T[T rr Tt
43.0 2.202.302.402.502.60
’ 87.0 m/z 87.10 26.12%
29.0
M‘ \‘\“ LQ‘O ‘\
O\‘\\\\‘\\\\‘f\f\‘\f\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S N —
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 55.05 25.42%
27.0
0 H\ ‘m \“ i 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- O RRRERRARERESLE SRS
73.0 2.202.302.402.502.60
m/z 41.05 12.76%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Propane, 1,1-dimethoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.275 2.59 ng 88517 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
3 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9Cl02 000097-97-2 9
4 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9
5 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 9

Abundance  Scan 31 (2.275 min): BF140361.D\data.ms (-25) (-) m/z 75.10 100.00%

7!:
5000 45.1
M
‘ 00 1031 220 240 2.60
Oberrprrrrrrrrr b 890l 1031 h/z 73.e5  70.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 LI AL AL LA B B
220 240 2.60
m/z 45.10 41.41%
0 \“\‘ ‘\“ 5‘9\0 ulily 8901030
\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4994: Pentane, 3-methoxy-
73.0
220 240 2.60
5000 m/z 41.05 30.52%
45.0
0 590 | 101.0
H‘V‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11762: Ethane, 2-chloro-1,1-dimethoxy- R o e e o
75.0 220 240 2.60
m/z 47.10  21.92%
43.0
93.0
5000
0 ‘ \H ‘\ 580 | 123.0
e e b e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.093 12.08 ng 413613  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 510 (5.093 min): BF140361.D\data.ms (-502) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 A RAREE
4.80 5.00 5.20 5.40
ol 830 ;
o m/z 59.18  59.20%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LA BN
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.20%
0 27\\\ Ll \‘ 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R aRa s R
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.17%
ol L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A RARE e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.38%
5000
58.0
15.0 100.0
0 H“,wu““‘1Hw“u1“””}””‘””‘” H\‘\\H‘Hu‘ﬁﬁj\\m
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\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown9.616 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.616 4.23 ng 224882  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 46
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 43
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 38
4 Docosyl octyl ether 438 C30H620 1000406-38-9 38
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38

Abundance Scan 1279 (9.616 min): BF140361.D\data.ms (-1275) (-) m/z 57.10 100.00%

57.1 193.2
5000
123.1
—— —
1.*) | ‘1571 9.50 10.00
0~ ‘H“ NW‘NMM‘W“ﬁ“‘uW““ R m/z 193.20  88.33%
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 e i
9.50 10.00
97.0 m/z 43.10 81.60%
02\7“;0‘\“ “‘ H!‘ IM‘\ \‘H-\Z‘Z.Q ‘1\68\-0\ T ‘ \22\4\.0\ ‘ T T \2\97‘.(
miz--> 50 100 150 200 250
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
—— —
9.50 10.00
5000 97.0 m/z 71.1@ 77.89%
39.0
ob— h!\ \M\‘\‘H‘ ﬁ I e ‘1‘9‘6"0‘ O
m/iz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester —— —
57.0 9.50 10.00
m/z 41.10 72.59%
5000
97.0
i “\ | 1270 16601960 2600 S
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown9.816 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.816 3.36 ng 178595  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 25
2 1,2-Dodecanediol 202 C12H2602 001119-87-5 22
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C2@H36 055682-86-5 22
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 CSH18 053907-59-8 22

Abundance Scan 1313 (9.816 min): BF140361.D\data.ms (-1309) (-) m/z 193.20 100.00%

193.2
69.1
41.1 o1
5000 1231
— —
9.50 10.00
1521 18.1 o
0! m/z 69.10 73.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19394: (-)-trans-Pinane
55.0 95.0
5000 — ——
27.0 9.50 10.00
123.0 m/z 97.10  72.23%
O' ‘\\h\\‘}\\\“\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77809: 1,2-Dodecanediol
69.0 97.0
— —
43.0 9.50 10.00
5000 ITI/Z 41.10 65.35%
171.0
0230 1220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 9.50 10.00
m/z 55.10 59.60%
123.0
5000
150.0
95.0 ‘
ola70 #0600 | L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47

Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknownl@.163 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.163 2.65 ng 140964  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 38
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 30
3 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C16H30 002883-08-1 30
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 27
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 27

Abundance Scan 1372 (10.163 min): BF140361.D\data.ms (-1369) (- m/z 133.05 100.00%

83.1 133.1
55.1
5000
204.2 T 7 T
1 Om ‘ 173.2 10.00 10.50
0 WAkl Ll w/z 83.10  86.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71755: Cyclohexane, octyl-
83.0
55.0
5000 —r— ——
10.00 10.50
m/z 55.10 64.84%
29.0
O\ ‘ T ‘\‘\ \““\ T \“U‘ T }“‘\ T “1 TT \‘ ‘]\_:\l\z\.(’)\ \]-\3\?.\0\\ \]‘-\6\8\.\0’ \]\-\9\6‘.\0\ TT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85369: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0
—— —
55.0 10.00 10.50
5000 ITI/Z 82.10 57.23%
208.0
Ol AL 20 2370 1790 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102202: Cyclohexane, 1,1'-(2-methyl-1,3-propanediyl)bi P —
55.0 83.0 10.00 10.50
m/z 41.10 42.12%
5000
207.0
111.0 139.0
BN Y S Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.239 5.14 ng 273147  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 58
2 Crotyl methacrylate 140 C8H1202 007376-45-6 27
3 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 25
4 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 18
5 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 18

Abundance Scan 1385 (10.239 min): BF140361.D\data.ms (-1379) (- m/z 69.10 100.00%

69.1
411
193.2
5000 951 1231 1671

2223
0 L k282 mjz ss.10 84.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
' 123.0
41.0

5000 95.0

m/z 41.10 76.93%

T \‘\‘\ \‘i“\ T \”L\“\ \H’“\ \‘\‘!“‘ \‘\H\ T “1 T i“‘]TSHZ\.‘O\ T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21188: Crotyl methacrylate
41.0 69.0

5000 m/z 57.10 68.23%

95.0
0180 i | | 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #32995: Cyclopentaneethanol, .beta.,2,3-trimethyl- —
69.0 10.00 10.50

m/z 193.20 61.79%

5000 41.0
96.0
‘ 123.0
i Ll \‘H\‘ LM 1540

L N —— R —
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknownl1©.310 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.310 4.46 ng 237048  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 47
2 photocitral A 152 C10H160 055253-28-6 47
3 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
4 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 43
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 43

Abundance Scan 1397 (10.310 min): BF140361.D\data.ms (-1394) (- m/z 123.10 100.00%
1238.1

5000 69.1
411 95.1

-

207.2 — ——
169.1 10.00 10.50

0 2362 n/z 69.18 45.05%
mjz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #100901: 2-Fluoro-N-(1,3-thiazol-2-yl)benzamide

%

123.0
5000 — —
95.0 10.00 10.50
m/z 55.10 41.51%
194.0
51280 550 | | [, 2220
‘\\\\‘\\1\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29084: photocitral A
123.0
81.0 — —
10.00 10.50
m/z 41.10 37.09%
5000 41.0
0 ‘ ‘ ‘152'0
[ T e T e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester — —
123.0 10.00 10.50

m/z 81.10 35.69%

68.0
5000

95.0

5

41.0
‘ \ “\ \“ | 163.0 208.0

“ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Dodecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.557 14.12 ng 750602  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1439 (10.557 min): BF140361.D\data.ms (-1434) (- m/z 57.10 100.00%
57.1
‘ 99.1 10.50 |
' 169.2 '
— “‘w b 72893 8288 L0 7110 55.77%
mfz--> 50 100 150 200 250 300
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 ——
10.50
m/z 43.10  48.28%
99.0
0= \“\ U‘ ‘\ ‘1‘ T T \‘ T ‘]‘-\6?\0\ T T T T \296’(\)\ T
miz-> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
T \
10.50
5000 m/z 85.10 28.99%
‘ 99.0 155.0 197.0
S A Y st —
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane T
57.0 10.50
m/z 41.10 24.96%
5000
99.0
015.0‘ Ll 14| 141018302250  296.0
A B B LA S RS ——
m/z--> 50 100 150 200 250 300 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
BF140361.D

Nov 2024 14:47

: RC/JU
. P4779-01

12

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 2,6-dimethyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.822 25.87 ng 1536610 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 87
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 86
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76

Abundance Scan 1484 (10.822 min): BF140361.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
5000
85.1
— ——
‘ H 11‘311412 1832 10.50 11.00
Ol M2 21122442 L 7110 8e.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 = —
10.50 11.00
85.0 m/z 43.18  55.24%
13.0
0 H‘ ! H‘ | 1410 182.0 2250253.0
HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180 200220240260 280
Abundance #107223: Tridecane, 5-propyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 30.55%
85.0
0 Mo 180 gz
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #176399: Octadecane, 2,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 26.15%
5000
85.0
113.0
o LT ao 1980 0060
‘H‘_ku‘wHHM‘HMHW‘HWHHM‘HMHW‘HWHH‘HH_H P P
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.286 14.85 ng 881854  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
Abundance Scan 1563 (11.286 min): BF140361.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
5000 M
‘ ‘ 99.1 11.00 11,50
' 411 183.2 : :
ol m‘u L fort 892 2202 2673 0 7110 78.99%
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 - —
11.00 11.50
m/z 43.10 50.44%
99.0
0 L‘ L[y 1410 1830 2300 296«
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 m/z 85.10 43.47%
27.0 ‘ 9.0 4550 1970
o O T O S
miz--> 50 100 150 200 250
Abundance #287350: Octadecane, 1-iodo- —— —
57.0 11.00 11.50
m/z 41.10 28.13%
‘ ‘ %80 155.0 253.0
N/ £ B S
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111424\
Data File : BF140361.D

Acqg On : 14 Nov 2024 14:47
Operator : RC/JU

Sample : P4779-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.163 40.1 ng 1372470 1 6.869 684596 20.0
Propane, 1,1-di... 2.275 2.6 ng 88517 1 6.869 684596 20.0
2-Pentanone, 4-... 5.093 12.1 ng 413613 1 6.869 684596 20.0
unknown9.616 9.616 4.2 ng 224882 3 9.904 1063380 20.0
unknown9.816 9.816 3.4 ng 178595 3 9.904 1063380 20.0
unknown10.163 10.163 2.6 ng 140964 3  9.904 1063380 20.0
1H-Indene, octa... 10.239 5.1 ng 273147 3 9.904 1063380 20.0
unknown10.310 10.310 4.5 ng 237048 3 9.904 1063380 20.0
Dodecane, 1-iodo- 10.557 14.1 ng 750602 3 9.904 1063380 20.0
Heptadecane, 2,... 10.822 25.9 ng 1536610 4 11.398 1187750 20.0
Heptadecane, 2,... 11.286 14.9 ng 881854 4 11.398 1187750 20.0
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