LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134972.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.375 384 389 395 rBV 677445 772626 22.67% 3.560%
2 5.010 492 497 500 rBV 1020649 1128859 33.12% 5.201%
3 5.416 562 566 582 rVB 408305 381603 11.19% 1.758%
4 6.439 734 740 753 rBV 543156 996161 29.22%  4.590%
5 6.645 768 775 778 rVB 1807875 2413323 70.80% 11.120%
6 6.722 784 788 793 rBV 216464 174197 5.11% 0.803%
7 6.792 796 800 803 rBV 758976 609563 17.88%  2.809%
8 6.934 820 824 826 rBv2 131618 131366 3.85% 0.605%
9 7.351 891 895 898 rBV 1077325 837922 24.58% 3.861%
10 7.775 964 967 971 rBV 103781 79581 2.33% 0.367%
11 8.069 1012 1017 1020 rBV 872046 683704 20.06%  3.150%
12 9.092 1188 1191 1196 rVB2 59181 60926 1.79% 0.281%
13 9.145 1196 1200 1203 rBV 1813359 1463810 42.94% 6.745%
14  9.222 1210 1213 1217 rBV3 73215 105810 3.10% ©0.488%
15 9.422 1244 1247 1249 rBv2 57452 55679 1.63% 0.257%
16 9.480 1255 1257 1260 rBv2 49283 51438 1.51% 0.237%
17 9.533 1263 1266 1267 rVV 212725 165261 4.85% 0.761%
18 9.551 1267 1269 1272 rVV 261551 208571 6.12% 0.961%
19 9.586 1272 1275 1279 rVB4 55960 81770 2.40% 0.377%
20 9.692 1290 1293 1295 rBV2 211275 232088 6.81% 1.069%
21  9.739 1298 1301 1303 rVB 386353 355794 10.44% 1.639%
22 9.786 1303 1309 1310 rBV2 268494 370412 10.87% 1.707%
23 9.827 1313 1316 1320 rWV 765455 674591 19.79% 3.108%
24 9.869 1320 1323 1325 rVV3 130659 128400 3.77% 0.592%
25 9.939 1333 1335 1338 rVB4 108538 92977 2.73% 0.428%
26 9.992 1341 1344 1347 rBv4 86628 142251 4.17% 0.655%
27 10.051 1352 1354 1357 rVB3 83581 61104 1.79% 0.282%
28 10.092 1358 1361 1363 rBV2 321734 330373 9.69% 1.522%
29 10.151 1368 1371 1372 rBV2 156867 161853 4.75% 0.746%
30 10.198 1376 1379 1383 rBV3 219903 321652 9.44% 1.482%

31 10.239 1383 1386 1388 rBvV2 406988 396560 11.63%
32 10.492 1425 1429 1432 rBV 1005810 949148 27.84%
33 10.604 1446 1448 1450 rBV 345132 321365 9.43%
34 10.763 1470 1475 1478 rBV 2685560 3408865 100.00% 1
35 11.233 1552 1555 1558 rVB 1616747 1643461 48.21%

NU R AR
A
00
=
xR

36 12.933 1842 1844 1848 rVB 1009157 968092 28.40% 4.461%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.468 2272 2275 2279 rBV 346010 361721 10.61% 1.667%
38 16.174 2392 2395 2403 rVB4 201415 379761 11.14% 1.750%

Sum of corrected areas: 21702638
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF0©82823\
BF134972.D

: 28 Aug 2023 17:05

: CG\JU

. 04160-01

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

4000000

3000000

1000000

Abundance TIC: BF134972.D\data.ms
5000000

2000000 6.645

5.010

4.375
5.416 6.439

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Time-->

4000000

3000000

1000000 8.069

Abundance TIC: BF134972.D\data.ms
5000000

12.933

2000000 9.145

9.827 10. 239

ole——A, —— =i —— — — e e — e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

4000000

3000000

2000000

Abundance TIC: BF134972.D\data.ms
5000000

15.468

1000000 16.174

‘ 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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 3-Hexen-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.375 25.35 ng 772626  1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H1e0 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 389 (4.375 min): BF134972.D\data.ms (-384) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 098.1
A EEaEN RS
‘ ‘ 670 4.00 4.20 4.40 4.60
\\’\\\\‘\\\\‘\\\\N\\\\“\\\‘\‘\\\\.‘\\\\“\1\\‘\\\\“\\\\‘ m/z 55.16 94.9300
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
558.0
83.0
29.0 43.0
5000 L LA N BN B
98.0 4.00 4.20 4.40 4.60
m/z 43.05 36.75%
’
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
N AAREREERREES R
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.67%
29.0 98.0
15.0
S A OO C O Y M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- e A RARSa R
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.05 27.20%
5000 41.0 98.0
27.0 69.0
o [l

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.010 37.04 ng 1128860 1,4-Dichlorobenzene-d4 6.792

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 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 497 (5.010 min): BF134972.D\data.ms (-492) (-) m/z 43.05 100.00%

43.0
59.0
5000
101.1 M
‘ 831 4.60 4.80 5.00 5.20 5.40
SN NS} NN B N — m/z 59.05 62.31%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B R L W
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  21.24%
27"9 il m‘ 83\'0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A RaR o
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.00  15.62%
‘H I 126.0142.0
1
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R EammaEE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000
58.0
157.0 . | 100.0
— -ttt [T e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05

Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.645 79.18 ng 2413320 1,4-Dichlorobenzene-d4 6.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 775 (6.645 min): BF134972.D\data.ms (-768) (-) m/z 45.05 100.00%

45.0
5000
72.0

‘ g89.0 104.1
o"_H‘_HwH‘wMH‘HH_H‘JAW‘HWHH‘HH_‘H_HW‘HWH m/z 59.05

6.40 6.60 6.80 7.00
34.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)

480 ’
5000

6.40 6.60 6.80 7.00

2000 72.0 m/z 72.05 23.63%
\\‘Hr\q‘\\\u“\\H‘\‘\‘\\‘H\\‘\H\‘M\‘H‘\ﬁ\g‘q\?—‘o\ﬁs\\H‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
R REEE
6.40 6.60 6.80 7.00
5000 m/z 43.05 13.96%

72.0
29.0
14.0 g7.0 1030
"_"wHH‘m"H"_"w‘m"H"m‘_HW_HW_W
10 20 30 40 50 60 70 80 90 100110120130140

m/z-->
Abundance #2377: 2-Butanol, 3-methyl e RANRASRERAEESE
45.0 6.40 6.60 6.80 7.00

m/z 73.10 13.63%
5000
G RO
Lo ]

T e e e e e e R RRRERRE e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Propanol, 1-(2-methoxypro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.722 5.72 ng 174197 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 50
3 Tetraglyme 222 C10H2205 000143-24-8 50
4 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 40
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 40

Abundance Scan 788 (6.722 min): BF134972.D\data.ms (-784) (-) m/z 59.10 100.00%

59.1
6.406.60 680 700 |
104.1 :
Obrrrrtll e L O 2070 s 45 00 13.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 N N R N R
6.40 6.60 6.80 7.00
m/z 73.10 9.81%
31.0
104.0
\\\‘\\“\\‘m\‘\\\“\\\‘\‘\\\\“1\\\’J-\3\q\cj‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
o AAEEEAET
6.40 6.60 6.80 7.00
5000 m/z 43.10 9.45%
31.0 104.0
SRR N S <1 RO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #100836: Tetraglyme T A RaEEE
59.0 6.40 6.60 6.80 7.00
m/z 41.05 7.83%
5000
31.0
103.0
I .| 1330 1770
s B s e AARARRREE S S P ey
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown9.533 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.533 4.90 ng 165261  Acenaphthene-di10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 27
4 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 27
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 27

Abundance Scan 1266 (9.533 min): BF134972.D\data.ms (-1263) (-) m/z 193.20 100.00%
198.2

69.1

5000

=

9.50
m/z 69.10  55.52%

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
69.0 198.0
’ 123.0
41.0
5000 —
95.0 9.50
m/z 123.10 40.64%
T \ \h\ \“‘M \‘W‘H‘\‘\H\\‘\\\\“]\.5\2\‘0\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
1 \
9.50
5000 55.0 m/z 41.10 39.29%
109.0
81.0
oL L
137.0
B i R T O PSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- T ‘
198.0 9.50

m/z 83.10  37.44%

5000
119.0
163.0

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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Undecane, 3,8-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.551 6.18 ng 208571  Acenaphthene-di10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 90
2 Decane, 5-propyl- 184 C13H28 017312-62-8 87
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
5 Tridecane 184 C13H28 000629-50-5 70
Abundance Scan 1269 (9.551 min): BF134972.D\data.ms (-1267) (-) m/z 57.10 100.00%
57.1
5000 85.1 M
‘ 113.1 9.50 |
-1 141.2 .
183.2

m‘mWMH!um‘ph‘m‘_‘U‘_m,uH,w‘um‘z‘l“l:“‘ m/z 71.10  91.10%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #59064: Undecane, 3,8-dimethyl-

57.0
5000 85.0 ‘géo‘ T
29.0 m/z 43.10 82.50%
‘ ‘ | ‘ 1180 1410
\\\‘\u\\“‘\\\\“\\w\“}‘\\\“\\‘\‘\‘\‘\\\"\\\‘\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl-
57.0
T
9.50
5000 m/z 85.10 45.,28%
85.0
29.0
‘ ‘ 112.0 140.0
e 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59040: Dodecane, 4-methyl- T
430 710 9.50
m/z 41.10 32.60%
5000
‘ 99.0 1410
180 4 b Lm0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.586 2.42 ng 81770  Acenaphthene-d1e 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 53
2 1-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 50
3 2-(3,3-Dimethyl-oxiran-2-yl)-5-e... 209 C11H15NO3 1000194-95-4 25
4 Iminostilbene 193 C14H11N 000256-96-2 22
5 4-Dodecyne 166 C12H22 022058-01-1 18

Abundance Scan 1275 (9.586 min): BF134972.D\data.ms (-1272) (-)| | m/z 193.15 100.00%

193.2
69.1 123.1
41.1
5000 95.1
T \
‘ ‘ 3. ‘ 9.50
SRS B T M‘J m,”w“ m ““m‘,‘um,ulm m/z 69.10 70.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
690 193.0
) 123.0
41.0
5000 — :
95.0 9.50
m/z 123.10 64.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol
55.0 123.0
95.0
T \
193.0 9.50
5000 ' m/z 55.10 58.59%
200 b DL g
ST U 1 P ‘H‘,ml‘,hH,m“,mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86141: 2-(3,3-Dimethyl-oxiran-2-yl)-5-ethoxy-pyridine-1- —— ‘
123.0 9.50
m/z 83.10 57.30%
95.0
5000
430 151.0
| ‘ 670 ‘ 192.0
SN N 0 PR TP A o e -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.692 6.88 ng 232088 Acenaphthene-di10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 60
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
4 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 38
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 35

Abundance Scan 1293 (9.692 min): BF134972.D\data.ms (-1290) (-) m/z 69.10 100.00%

5000

2943 9.50 10.00
: m/z 41.10 84.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0

5000 69.0 95.0 — —
9.50 10.00

m/z 55.10  81.99%

‘ ‘ 151.0
AARRRARARRRRRN H‘HH‘!\““H!!H“M“‘w””‘\”“w!wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0

7
9.50 10.00

5000 41.0 m/z 83.10 71.76%
153.0
\‘ I h“ | j1260 | 1810 2240
R RARRERRREEY T N s
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane 7 —
69.0 9.50 10.00

m/z 109.10  59.89%

5000 41.0 109.0 137.0 W
150H \H \‘ Hh H I

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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown9.739 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.739 10.55 ng 355794  Acenaphthene-d10 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 27
2 Cyclopropanol, 1-(3,7-dimethyl-1... 196 C13H240 065147-72-0 22
3 2-Anthracenamine 193 C14H11N 000613-13-8 22
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 20
5 Phosphinecarboxylic acid, dietho... 210 C7H1505P 001474-78-8 15

Abundance Scan 1301 (9.739 min): BF134972.D\data.ms (-1298) (-) | m/z 193.20 100.00%

198.2
69.1
09.1
5000

A &
ﬁ 150 2 9.50 10.00
‘ H

224.2 0
‘H‘_HWH‘WHH _ﬁ‘ﬂuquhwmu_‘»_MW‘HWH‘WHH_ m/z 69.10  71.31%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168923: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55.0
97.0

5000 — —
193.0 9.50 10.00

m/z 97.10 67.67%

%%\e”‘\ \““\ T \‘M ‘ \““\ T T \h‘\ T “\]-\:\BZ\(\)\ T ’ TTT \“ TT \‘\ ‘ TT \\2‘?9\?\ TTT ’\2\7\\6‘ \(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #71640: Cyclopropanol, 1-(3,7-dimethyl-1-octenyl)-
83.0

41.0 9.50 10.00
5000 123.0 m/z 55.10  64.23%
,960, M
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #68072: 2-Anthracenamine P o
193.0 9.50 10.00

m/z 41.10 53.41%

5000
97.0
28.0 630

| 1269 M\ .

m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown9.939 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.939 2.76 ng 92977  Acenaphthene-d1e 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 27
2 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 25
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 25
4 1-Piperidineacetonitrile 124 C7H12N2 003010-03-5 25
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 22

Abundance Scan 1335 (9.939 min): BF134972.D\data.ms (-1333) (-) m/z 57.10 100.00%

57.1
123.1
5000 MMM
——
lud, i
— L. ““‘M T h 282 m/z 43.10  57.94%
m/z--> 50 100 150 200 250 300
Abundance #239152: Octadecane, 1-bromo-
57.0 13[7.0
5000 T
10.00
m/z 55.10 57.19%
: \“ “\‘ \u u\\ h HM wl U\ \\\18“3‘0‘2‘19 9‘25‘3‘0‘ —_ ‘3"3‘2-‘(
miz--> 50 100 150 200 250 300
Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0
——
10.00
5000 m/z 123.1@  51.89%
22
iy % | 1999 1630 250 zmn0
miz--> 50 100 150 200 250 300
Abundance #241461: Sulfurous acid, butyl tetradecyl ester ——
57.0 10.00
m/z 41.10 45.28%
5000
J % 1390 19702510
““‘ 7 P
m/z--> 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknown9.992 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.992 4.22 ng 142251  Acenaphthene-die 9.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dichlorobenzyl alcohol, 1-me... 232 C11H14C120 1000378-11-8 35
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 27
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 27
4 3-Amino-2-naphthol 159 C10H9NO 005417-63-0 27
5 Tetratetracontane 619 C44H90 007098-22-8 27

Abundance Scan 1344 (9.992 min): BF134972.D\data.ms (-1341) (-) m/z 159.10 100.00%
57.1 159.1

5000 85.1

3

‘ ‘ 125.1 189.2 5161 10.00
‘HH““H!‘_m‘W“‘W‘M‘W‘W‘Hm_“leww m/z 57.10  92.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113249: 2,5-Dichlorobenzyl alcohol, 1-methylpropyl ethe
159.0
5000 T
10.00
m/z 43.10 68.56%
89.0 123.0 203.0
29\ 0 6\?\’ O\ ‘ ‘H i 232.0

‘\\\\‘\\\\‘\\\1‘1\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188720: Sulfurous acid, dodecyl 2-propy! ester
43.0

§

10.00
5000 71.0 m/z 71.10 61.77%
| 1250  169.0 203.0 233.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

97.0

£

Abundance #160987: Carbonic acid, tridecyl vinyl ester
57.0 10.00
m/z 85.10 38.33%
5000 85.0
0] ||| B0 saomo g
F

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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 unknownl©.092 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.092 9.79 ng 330373  Acenaphthene-d10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphorous acid, tris(decyl) ester 502 C30H6303P 002929-86-4 46
2 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 30
3 17-Pentatriacontene 491 C35H70 006971-40-0 27
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 25
5 Hexadecane 226 C16H34 000544-76-3 22
Abundance Scan 1361 (10.092 min): BF134972.D\data.ms (-1358) (- m/z 55.10 100.00%
531, 1331
5000
T \
H | 204.2 10.00
‘HL‘mw“uﬂMMmw‘\am_‘H_Mwwww m/z 57.18  99.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #338407: Phosphorous acid, tris(decyl) ester
83.0
141.0
5000 ‘10\00‘ T
223.0 / 83.19 91.29%
20.0 m/z . . 0
\\J‘\ ‘H\h\‘\‘\“" J‘\‘\f“\\1\‘\f\\‘\\2\9\1‘\0\\\3‘6\3\9\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #48249: Hydroxylamine, O-decyl-
43.0
10.00
5000 ITI/Z 133.05 84.51%
79 1m0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene ——
57.0 10.00
m/z 71.10 83.07%
5000 111.0 /\/\MNJW
J ‘ 11 ‘u ['0702230278.0334.0390.0 490
T e AR EaE e F
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00

8270-BF082223.M Tue Aug 29 18:43:39 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 14 unknown1©.151 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.151 4.80 ng 161853  Acenaphthene-di10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Quinolizin-1-o0l, octahydro-, ... 155 C9H17NO 010447-19-5 30
2 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 30
3 2H-Quinolizin-1-o0l, octahydro- 155 C9H17NO 022525-60-6 27
4 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 25
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 22

Abundance Scan 1371 (10.151 min): BF134972.D\data.ms (-1368) (- m/z 69.10 100.00%
1

6
111.1 193.2
5000

T
10.00 10.50
m/z 83.10 84.19%

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #32779: 2H-Quinolizin-1-ol, octahydro-, cis-
83.0
111.0

5000 155.0 — —
10.00 10.50
550 m/z 193.20  82.41%
oAl el ey
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #69407: 1,1'-Bicyclohexyl, 2-ethyl-, cis-
41.0 69.0 111.0
lOfOO 10f50
5000 ITI/Z 111.10 77 .54%
165.0 194.0
\M“W‘”wwwu*w%ﬁ?g**w*wv*wtw‘*W‘”“” JANMWNMWANWMAWMMM/
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #32756: 2H-Quinolizin-1-ol, octahydro- e P
83.0 10.00 10.50

m/z 55.10 74.69%

111.0
5000 155.0
55.0

T \
m/z--> 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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 15 unknown1©.198 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.198 9.54 ng 321652  Acenaphthene-d10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 30
2 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 18
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 18
4 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 14
5 Butanamide, 3-methyl-2-methylene... 189 C12H15NO 095383-63-4 14

Abundance Scan 1379 (10.198 min): BF134972.D\data.ms (-1376) (- m/z 41.10 100.00%

41.1 193.2
5000

—
M 2182 10.00 10.50
SESENNN. m/z 193.20  91.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alpk
55.0
97.0

5000 Ses e
10.00 10.50
29.0 167.0 m/z 55.10  90.03%
125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7655: Cyclopentane, 1,1,3-trimethyl-
55.0
—r —r
83.0 10.00 10.50
5000 m/z 57.10 85.29%

27.0
| 1 i
il L L L
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T
69.0 111.0 10.00 10.50

m/z 69.10  81.20%

41.0
5000
15.0‘ ‘
I \M |

T ‘
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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 16 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.239 11.76 ng 396560 Acenaphthene-d10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 4-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-05-8 50
3 1-Pyridineacetonitrile, 2-ethylh... 152 C9H16N2 951905-06-9 47
4 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 47
5 2-Fluorobenzoic acid, 6-ethyl-2-... 280 C17H25F02 1000278-96-7 43

Abundance Scan 1386 (10.239 min): BF134972.D\data.ms (-1383) (- m/z 123.10 100.00%

128.1
5000 69.1
41.1 ’ 95.1 207.2

—
169.1 10.00 10.50

0! 322 m/z 69.10  36.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
128.0
43.0
5000 179.0 T T
10.00 10.50
222.0

m/z 109.10  32.98%

690 950 ‘ ‘
‘\‘\\\"\\\H\‘\‘\‘\\H‘H\\‘\‘\"\\\\‘\\\\ \‘\\‘\‘M\\\\}\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118377: 4-Fluorobenzoic acid, 1-cyclopentylethyl ester
123.0

T
10.00 10.50
5000 m/z 55.10 32.10%

96.0
67.0
41.0 ‘
ey N | 1510 2210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #30333: 1-Pyridineacetonitrile, 2-ethylhexahydro- —— —
123.0 10.00 10.50

m/z 95.10  31.26%

5000
67.0 96 0
\H

M ﬂ M‘ | 152.0

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\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 17 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.492 28.14 ng 949148  Acenaphthene-d10 9.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Undecane 156 C11H24 001120-21-4 80
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 74
Abundance Scan 1429 (10.492 min): BF134972.D\data.ms (-1425) (-} ' m/z 57.10 100.00%
57.1
5000 m
‘ % 1050
169.2 :
OH“““‘WHH“‘ Lo Poie 2892 m/z 71.10  54.58%
m/z--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 U
10.50
m/z 43.10 48.09%
112.0
\\‘\““ ”‘\h\“‘ \“\‘\!‘\]‘[8\“3\()‘\22\6\\0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
——
10.50
5000 m/z 85.10  27.22%
FQ 0
L oo 200
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 10.50
m/z 41.10  25.22%
- W/\Jﬂ
| \ L F | 141.0183.0 225.0 267.0 3230 3804
““‘ e A T T T ——
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 18 Heptadecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.763 41.48 ng 3408870  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 93
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 83
4 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 83
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80

Abundance Scan 1475 (10.763 min): BF134972.D\data.ms (-1470) (- m/z 57.10 100.00%

57.1
5000
85.1

1131 —— —
1050 11.00
141.1 1832
w‘thuw‘mwluu‘ww‘HW‘HW‘HW‘HW?%E?H‘E5§EH‘ m/z 71.10  80.05%

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0

o

5000 = —
10.50 11.00
85.0 m/z 43.10 59.08%
113.0
H A J | 141.0 182.0 225.0253.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
P o
10.50 11.00
5000 m/z 85.10 31.03%
85.0
113.0
29.0 183.0
et 1RO 22502530
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #59036: Undecane, 6-ethyl- —— —
57.0 10.50 11.00

m/z 41.10  28.26%

5000
29.0 85.0 1120
‘ ‘ ‘ 154.0
Ll |

\‘ | 184.0

m/z--> 20 40 60 80 100120140160 180200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 19 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.233  20.00 ng 1643460  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 1555 (11.233 min): BF134972.D\data.ms (-1552) (. m/z 57.10 100.00%

57.1
5000

H 99.1 11,00 11,50
l

41.1 1832
ol b “\‘ LB ooorh 222 2601 sz 71,10 8e.70%

m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0

5000 j
11.00 11.50
99.0 m/z 43.10 49.31%
T 2\7‘\.0‘\“ “H‘\ ‘H‘ \‘H‘\ H“ \“‘ T “]\_4%‘0“\ ‘\18\3\0‘ T 2\4?? | —
m/z-> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl-
57.0
11.00 11.50
5000 ITI/Z 85.10 46.34%
182.0
99.0 “
L a0 ] 2120 2660
m/z-> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane —— —
57.0 11.00 11.50
m/z 41.10 28.59%
5000 Avmww&hﬂxﬂﬂvdevwdeb
27.0 99.0 169.0
L w00 T a0 IR
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 20 28-Nor-17.alpha.(H)-hopane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.174 21.00 ng 379761  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 95
2 17.alpha. (H),21.beta. (H)-Hopane 412 C3@H52 013849-96-2 83
3 17.alpha.H-Trisnorhopane 370 C27H46 053584-59-1 83
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 38
5 2,3-Dimethyl-6-(3-methyl-butyryl... 248 C15H2003 071940-30-2 25
Abundance Scan 2395 (16.174 min): BF134972.D\data.ms (-2392) (- m/z 191.15 100.00%
191.2
95.1
5000} 434
—— —
265.1316.2 373.4 431.4 16.00 16.50
m/z 95.10 74.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — ——
16.00 16.50
& ‘ 37.0 398.0 m/z 81.10 50.527%
PO ‘m‘.“‘h ‘\‘H‘L};x I H\ ! M 11.,,29908130 | L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
—— —
16.00 16.50
69.0 .
5000 m/z 177.15  48.19%
123.0
‘ ‘ 412.0
LML o maossse T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279725: 17 .alpha.H-Trisnorhopane 7 —
191.0 16.00 16.50
m/z 123.10 43.07%
95.0
5000
T‘ "
) e a0 |
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134972.D

Acqg On : 28 Aug 2023 17:05
Operator : CG\JU

Sample : 04160-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
3-Hexen-2-one 4.375 25.4 ng 772626 1 6.792 609563 20.0
2-Pentanone, 4-... 5.010 37.0 ng 1128860 1 6.792 609563 20.0
Ethanol, 2-(2-e... 6.645 79.2 ng 2413320 1 6.792 609563 20.0
2-Propanol, 1-(... 6.722 5.7 ng 174197 1 6.792 609563 20.0
unknown9.533 9.533 4.9 ng 165261 3  9.827 674591 20.0
Undecane, 3,8-d... 9.551 6.2 ng 208571 3 9.827 674591 20.0
1H-Indene, octa... 9.586 2.4 ng 81770 3 9.827 674591 20.0
Decahydro-1,1,4... 9.692 6.9 ng 232088 3  9.827 674591 20.0
unknown9.739 9.739 10.6 ng 355794 3 9.827 674591 20.0
unknown9.939 9.939 2.8 ng 92977 3 9.827 674591 20.0
unknown9.992 9.992 4.2 ng 142251 3 9.827 674591 20.0
unknown10.092 10.092 9.8 ng 330373 3 9.827 674591 20.0
unknown10.151 le0.151 4.8 ng 161853 3 9.827 674591 20.0
unknown10.198 10.198 9.5 ng 321652 3 9.827 674591 20.0
2,11-Dioxabicyc... 10.239 11.8 ng 396560 3 9.827 674591 20.0
Tridecane, 5-pr... 10.492 28.1 ng 949148 3 9.827 674591 20.0
Heptadecane, 2,... 10.763 41.5 ng 3408870 4 11.327 1643460 20.0
Heptadecane 11.233 20.0 ng 1643460 4 11.327 1643460 20.0
28-Nor-17.alpha... 16.174 21.0 ng 379761 6 15.468 361721 20.0
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