LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Ql1e76-01

Misc :

ALS Vvial : 14 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141157.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 106 18 26 rVB 58613 92926 1.01% 0.209%
2 2.299 28 35 39 rBv2 52131 113792 1.23% 0.256%
3 6.698 778 783 798 rBV 264107 405432 4.39% 0.911%
4 6.822 798 804 809 rVB 782806 985761 10.67%  2.216%
5 7.375 887 898 904 rBV 1244012 1858717 20.12% 4.179%
6 8.098 1015 1021 1035 rVB 1011656 1329150 14.39% 2.988%
7 9.175 1199 1204 1209 rBV 2559008 3392731 36.73% 7.627%
8 9.257 1214 1218 1223 rBV4 119126 203556 2.20% 0.458%
9 9.492 1255 1258 1261 rBV4 83788 126542 1.37% 0.284%
10 9.569 1268 1271 1274 rBvV2 171253 238930 2.59% 0.537%
11  9.669 1285 1288 1293 rVB3 199079 275579 2.98% 0.620%
12 9.727 1294 1298 1301 rBV4 194358 319833 3.46% 0.719%
13 9.769 1302 1305 1309 rVB3 279625 362791 3.93% 0.816%
14  9.857 1314 1320 1324 rVV 995091 1488445 16.12%  3.346%
15 10.063 1352 1355 1361 rVB 320893 464360 5.03% 1.044%

16 10.186 1371 1376 1381 rBV4 438274 975388 10.56%
17 10.269 1387 1390 1393 rBV2 286818 357840 3.87%
18 10.645 1450 1454 1458 rBV 1084233 1439602 15.59%
19 11.892 1661 1666 1670 rVB2 1839769 2838248 30.73%
20 12.568 1776 1781 1783 rBV 2297003 3456386 37.42%

NoOwonN
N
w
(o))
R

21 12.610 1783 1788 1795 rVV 4538318 9236205 100.00% 20.764%
22 12.674 1796 1799 1812 rVB2 1127366 1877520 20.33%
23 12.792 1814 1819 1825 rVB 1927123 3025195 32.75%
24 12.933 1840 1843 1851 rVB 1791380 2476053 26.81%

a vt b
00
[
=
BN

25 13.980 2016 2021 2025 rBV3 1545956 2739683 29.66% 159%
26 15.027 2194 2199 2208 rVB 807947 1828401 19.80% 4.110%
27 15.327 2246 2250 2255 rVB 358297 547232 5.92% 1.230%
28 15.386 2256 2260 2266 rVB 529989 766958  8.30% 1.724%
29 15.451 2266 2271 2275 rBV 555093 894035 9.68% 2.010%
30 16.892 2512 2516 2525 rVB2 166574 364388 3.95% ©0.819%

Sum of corrected areas: 44481679
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141157.D\data.ms
6000000

5000000
4000000
3000000

2000000

7.375
1000000 6.822

6.69
E.EQQQ

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: BF141157.D\data.ms
6000000 12.510

o

5000000

11.892 12488

12.792
12.933

9.175 12.674
10.645

4000000
3000000
2000000

019269
1000000 8.008 ol 10.08

0 — —T— R 7 — T T — — — —
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: BF141157.D\data.ms
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13.980
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.299 2.31 ng 113792 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 90
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 72
3 Ethanol, 2,2'-oxybis-, diacetate 190 C8H1405 000628-68-2 59
4 2-0XOPROPIONAMIDE 87 C3H5NO02 000631-66-3 50
5 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 42
Abundance  Scan 35 (2.299 min): BF141157.D\data.ms (-28) (-) m/z 43.00 100.00%
43.0 87.1
5000
791 R maanaa s
“ 59.0 ‘ 220 240 2.60 .
\H‘\H\‘HH‘HH“\UH‘\HN‘HH‘\‘H\‘HH“HH‘HH‘HH‘H\ m/z 87.16 85.830
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0 87.0
5000 \‘\\/\\\‘\\\\‘\\\\
220 240 2.60
72.0 m/z 42.10 31.69%
2%.0 “ 5‘%.0
Lol i I | .
\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2104: Acetamide, N-ethyl-
30.0
e
220 240 2.60
5000 430 87.0 m/z 72.10  16.34%
15.0 72.0
NN Y B
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #65183: Ethanol, 2,2"-oxybis-, diacetate AV K
430 87.0 220 240 2.60
' m/z 41.05 12.88%
5000
15-0 28.0 |, 57.0 7Q.0 103.0 117.0
P e e e e e e R et
m/z--> 10 20 30 40 50 60 70 80 90 100110120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 2 Ethanol, 2,2'-oxybis- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.698 8.23 ng 405432  1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 83
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 42
3 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 9
4 Ethanol, 2-methoxy- 76 C3H802 000109-86-4 9
5 2-Butanol 74 C4H1e0 000078-92-2 9
Abundance Scan 783 (6.698 m|n) BF141157.D\data.ms (-778) (-) m/z 45.05 100.00%
4[:
5000 JL
75'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 58.0 ‘ 879 03.0 6.40 6.60 6.80 7.00
1 o
e el e e e o 2030 /2 75,85 25.66%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5616: Ethanol, 2,2'-oxybis-
48.0

5000 A RRRE AR
6.40 6.60 6.80 7.00

75.0 m/z 43.05 12.63%

19.0 31.0 :
\\\’\\‘\\“\\\‘H“\\\\‘\H\\‘\\E)\S\‘()\\\\‘\\1\‘\\8\8\’()\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2383: 2-Butanol, 3-methyl-
45.0

6.40 6.60 6.80 7.00
5000 m/z 76.10 12.01%

27.0 73.0
Ll 870 | 87.0

m/z--> 10 20 30 40

50 60 70 80 90 100 110

Abundance #1059: 2-Hydrazinoethanol T
45.0 6.40 6.60 6.80 7.00
m/z 44.05 9.07%
5000
| 76.0
11111 .
e e e e e R RmasaEaE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.40 6.60 6.80 7.00

8270-BF011025.M Wed Jan 15
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011425\
BF141157.D

Jan 2025 20:23

: RC/JU
: Q1076-01

14

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.257 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.257 2.74 ng 203556  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 30
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 30
4 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 30
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30

Abundance Scan 1218 (9.257 min): BF141157.D\data.ms (-1214) (-)| | m/z 57.10 100.00%
57.1
193.2
5000
123.1
DU
‘ ‘ | 9.00 9.20 9.40 9.60
. ‘;“ | H oL H ‘h‘\m‘u‘ A, w\h i} \\\ e m/z 43.10 75.37%
miz--> 50 100 150 200 250
Abundance #69404: 2,6,10-Trimethylundeca-1,3-diene
57.0
5000 L L I L LI L B
109.0 9.00 9.20 9.40 9.60
m/z 41.10 66.10%
i A
T L\ ‘H‘ ‘ ‘ ” “ ” } \ T ]\-5‘1- \0 T T \‘ ‘ T T T T ‘ T T T T ‘
m/z--> 200 250
Abundance #264109. Carbonlc aC|d, octadecyl prop-1-en-2-yl ester
57.0
R RRRRRRREEERRRE
9.00 9.20 9.40 9.60
5000 m/z 71.05 61.63%
97.0
il ‘ o ST T
miz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester A RAEEE
57.0 9.00 9.20 9.40 9.60
m/z 55.10 57.51%
5000
97.0
27\"0\\\ \‘ \\“ \‘H ‘\ %7 0 166 0196.0 269.0
i ; ] R R R REEEEEEEEEEE
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown9.569 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.569 3.21 ng 238930  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 32
4 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30

5 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 25

Abundance Scan 1271 (9.569 min): BF141157.D\data.ms (-1268) (-)| | m/z 193.20 100.00%
193.2
5000
T \
9.50
m/z 69.10 50.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 e :
150.0 9.50
. 95.0 ‘ m/z 41.10 45.64%
42.
\]T7\"O\\\\“\\\‘\‘6\9\.\0\‘}\\‘\‘\\‘\\‘1\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
T \
9.50
5000 55.0 m/z 123.10 40.987%
109.0
81.0
oL L
137.0
S T O 2 W -1
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 —— ‘
690 193.0 9.50
' 123.0 m/z 83.10 40.77%
41.0
5000 95.0
“ ‘m‘ H‘ ‘\H H‘\ H“\ J ‘\152‘0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Cyclodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.669 3.70 ng 275579  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 93
2 Cyclododecane 168 C12H24 000294-62-2 93
3 2-Butenedioic acid (Z)-, monodod... 284 C16H2804 002424-61-5 90
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 90
5 1-Dodecanol 186 C12H260 000112-53-8 90

Abundance Scan 1288 (9.669 min): BF141157.D\data.ms (-1285) (-) m/z 55.10 100.00%
55.1

5000 . vjkﬂvmpAAﬂAﬁA/\ﬁV\jhd
T
9.50 10.00

ﬁ;fﬁjwﬂ m/z 41.10  88.39%

m/z--> 50 100 150 200 250
Abundance #20643: Cyclodecane
55.0

177.2207.2

5000 — —
97.0 9.50 10.00
1400 m/z 43.10  79.69%
1\5‘.\0“\ “H T “‘\‘ “‘ ih T !‘ L B By B
m/z--> 50 100 150 200 250
Abundance #43467: Cyclododecane
55.0
— —
9.50 10.00
5000 97.0 m/z 69.18 77.86%

e T
o |0l porg |
m/z--> 50 100 150 200 250

Abundance #178638: 2-Butenedioic acid (Z)-, monododecyl ester ——
69.0 9.50 10.00

m/z 56.10 73.60%

5000 11.0
29.0
168.0
i “‘ | 2230  284(

i
m/z--> 50 160 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23

Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2-Dodecen-1-yl(-)succinic a...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.727 4.30 ng 319833  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Dodecen-1-yl(-)succinic anhydride 266

C16H2603

019780-11-1 50

2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 42
4 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 18
5 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 14

Abundance Scan 1298 (9.727 min): BF141157.D\data.ms (-1294) (-)| [ m/z 69.10 100.00%
69.1
41.1
109.1
5000
—r —
‘ 9.50 10.00
S m/z 55.10  79.94%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
430 69.0
5000 — e
97.0 9.50 10.00
137.0 m/z 41.10 78.60%
166.0
1, 2090237.0 266,
\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
1938.0
69.0 123.0 L L
41.0 9.50 10.00
5000 ITI/Z 83.10 69.69%
T
EERUY v T —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P ——
193.0 9.50 10.00
m/z 109.10 67.00%
123.0
5000 95.0
55.0
‘ ‘ 151.0
w"H"H"“UM":‘nlm‘”‘!H“‘HL‘_"WH“_ww_wm — —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown9.769 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.769 4.87 ng 362791  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 18
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 18
4 Benzene, 2,4-dichloro-1-nitro- 191 C6H3C12N02 000611-06-3 15
5 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 14

Abundance Scan 1305 (9.769 min): BF141157.D\data.ms (-1302) (-) | m/z 193.20 100.00%
3.

198.2
69.1 97.1
41.1
5000
123.1

—
159.1 9.50 10.00

0! Lr%z%‘iﬁ m/z 69.10  66.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0

5000

T
150.0 9.50 10.00
m/z 97.10 66.19%

95.0 ‘
\].\7\.‘9\\4\5\-\0\‘\‘6\9\.\0\‘}\\‘\‘\\‘\\’1\\\‘\\‘\\‘\\\\‘\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0

69.0

T
9.50 10.00
5000 m/z 41.10 58.89%

138.0
109 L bbb M
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- e
7.0 9.50 10.00

69.0
m/z 55.10 54.96%

5000 41.0
153.0
“ 181.0
Il 1

\‘ I | 1260 | 224.0

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\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.063 6.24 ng 464360  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 46
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Nonanoic acid 158 C9H1802 000112-05-0 43
5 1,3,4-Thiadiazol-2-amine, 5-ethyl- 129 C4H7N3S 014068-53-2 38

Abundance Scan 1355 (10.063 min): BF141157.D\data.ms (-1352) (- m/z 73.00 100.00%

73.0
411 173.1
5000 129.1
T [

10.00
200.1
2322 m/z 60.00 92.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
60.0
5000 —F— ‘
85.0 1290 o0 10.00
29.0 ' m/z 173.10 62.54%
\H \‘\ P9
“\HH\’H!W\}‘h“\\H\’\\‘\\‘i‘\\\\‘\\‘\\‘\\\\‘\\\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46964: n-Decanoic acid
60.0
—— ‘
10.00
m/z 41.10 60.81%
5000{ 29.0 1290
87.0
LA AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92068: Tridecanoic acid T ‘
43.0 73.0 10.00
' m/z 43.10 60.67%
5000
129.0

‘ 1710 2140
L Ll

L MH\\M Wi |

T
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\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Cyclooctane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.186 13.11 ng 975388  Acenaphthene-di1e 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 50
2 1-Undecene, 7-methyl- 168 C12H24 074630-42-5 41
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 38
4 2-Isopropenyl-5-methylhex-4-enal 152 C10H160 075697-98-2 30
5 Crotyl methacrylate 140 C8H1202 007376-45-6 30
Abundance Scan 1376 (10.186 min): BF141157.D\data.ms (-1371) (- m/z 55.10 100.00%
55.1
5000
1111 1451
—— —
10.00 10.50
0 m/z 69.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13198: Cyclooctane, methyl-
55.0
5000 —r ——
10.00 10.50
29.0 830 1110 m/z 41.10  83.41%
\‘\H\\‘i\\\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43506: 1-Undecene, 7-methyl-
43.0
69.0 T ‘ T T ‘ T
10.00 10.50
5000 m/z 83.10 68.14%
111.0
1400 1680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7660: Cyclopentane, 1,1,3-trimethyl- T —
55.0 10.00 10.50
m/z 43.10 63.09%
83.0
5000
27.0
Ml 11\2'0
111 PR L |
A A : ——
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\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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@ 1-(1-Ethyl-2,3-dimethyl-cyc... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.269 4.81 ng 357840  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Ethyl-2,3-dimethyl-cyclopen... 166 C11H180 1000185-18-6 50
2 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 49
3 1,3-Benzenediamine, 4-methoxy- 138 C7H1ON20 000615-05-4 47
4 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 47
5 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 47
Abundance Scan 1390 (10.269 min): BF141157.D\data.ms (-1387) (- m/z 123.10 100.00%
123.1
5000
69.1
41 95.1 207.2
— —
10.00 10.50
49.1
192 342 m/z 69.10  40.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41472: 1-(1-Ethyl-2,3-dimethyl-cyclopent-2-enyl)-ethano
123.0
5000 1000 1050
81.0 / .55 10 38 36
43.0 m/z . . 0
\H‘\‘\‘\\““\\\H\“\“\‘\\H"\\‘\“\’\wH“!\H‘H\]\-‘6\6\.\0\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101535: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl
123.0
— —
10.00 10.50
m/z 109.10 36.30%
5000 43.0
222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19781: 1,3-Benzenediamine, 4-methoxy- — ——
123.0 10.00 10.50
m/z 41.10 35.82%
5000
95.0
so 0570 | ||
I Wl I | Il
N A L e a ma s o e e
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\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.892 20.00 ng 2838250  Phenanthrene-d10 11.345
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1666 (11.892 min): BF141157.D\data.ms (-1661) (- m/z 73.05 100.00%
73.0
411
5000 129.1
213.2 -, L
171.1 256.1 11.50 12.00
0 b . ] Aol L2 s 4310 82.92%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 1o 2130 2560 m/z 60.00 82.12%
— “\\’H‘u W“H“‘\‘Hh“‘\ ;‘H‘\‘n} ‘\ | “ “ “‘ \‘ ““\‘ . “\‘ R
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
41,0
— =
11.50 12.00
5000 129.0 m/z 41.10 69.68%
‘ 199.0 2420
A ’H‘n M‘u; “‘ ‘1‘67‘[-9“ ‘i L ‘L‘ -
miz--> 50 100 150 200 250 300
Abundance #109284: Tetradecanoic acid — —
73.0 11.50 12.00
129.0 m/z 55.10 65.78%
5000 41.0
185.0 228.0 %Jy\/\j\/RM
. ‘\“ \“\"\‘\“ ‘h‘\‘\l “ ‘ L h“ L “ S 1 — —r
mi/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 12 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.674 13.71 ng 1877520  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1799 (12.674 min): BF141157.D\data.ms (-1796) (-} | m/z 73.00 100.00%
73.0
5000 129.1 \J\M
1852 2412 — e
| ‘ ‘ 284.3 12.50 13.00
0 I Y IO N P O i ~3283 n/z 43.10  94.84%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
129.0 12.50 13.00
m/z 60.00 85.16%
29. 185.0 549 284.0
H}m‘\“‘} \‘ T a \‘ \“\ “ T \“‘ T \“\ T
miz-> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
— —
12.50 13.00
5000 129.0 m/z 57.10 76.15%
29.
199.0 2420
“M_M \\hw\ }‘\“\“Hl “‘:‘L$‘3JO} “‘ N T
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.10 71.62%
5000 129.0
171.0 213.0 256.0
c I Y Y e
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle76-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 13 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.327 12.24 ng 547232  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[a]pyrene 252 C20H12 000050-32-8 96
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
Abundance Scan 2250 (15.327 min): BF141157.D\data.ms (-2246) (-} | m/z 252.10 100.00%
252.1
5000
1251 15.00 15.50
Ol 740 4l 1981, | 31823653 428. .., 25910  29.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzole]pyrene
252.0
5000 — o
15.00 15.50
m/z 253.10  23.99%
125.0
740 \H 200.0, ||
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— B
15.00 15.50
5000 m/z 125.10 12.56%
126.0
740 | 2000 |
A e B e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene “ ——
252.0 15.00 15.50
m/z 126.10 10.30%
5000
125.0
170 740 | \H 200.0. |
L e I R M P —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141157.D

Acqg On : 14 Jan 2025 20:23
Operator : RC/JU

Sample : Qle7e6-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
1,3-Dioxolane, 2.299 2.3 ng 113792 1 6.822 985761 20.0
Ethanol, 2,2'-o0... 6.698 8.2 ng 405432 1 6.822 985761 20.0
unknown9.257 9.257 2.7 ng 203556 3 9.857 1488450 20.0
unknown9.569 9.569 3.2 ng 238930 3  9.857 1488450 20.0
Cyclodecane 9.669 3.7 ng 275579 3 9.857 1488450 20.0
2-Dodecen-1-y1(... 9.727 4.3 ng 319833 3 9.857 1488450 20.0
unknown9.769 9.769 4.9 ng 362791 3 9.857 1488450 20.0
Dodecanoic acid 10.063 6.2 ng 464360 3  9.857 1488450 20.0
Cyclooctane, me... 10.186 13.1 ng 975388 3 9.857 1488450 20.0
1-(1-Ethyl-2,3-... 10.269 4.8 ng 357840 3  9.857 1488450 20.0
n-Hexadecanoic ... 11.892 20.0 ng 2838250 4 11.345 2838250 20.0
Octadecanoic acid 12.674 13.7 ng 1877520 5 13.986 2739680 20.0
Benzo[e]pyrene 15.327 12.2 ng 547232 6 15.451 894035 20.0
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