LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc :

ALS vial : 8 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126254.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 8 13 rVB 839267 1016313 18.38% 2.194%
2 2.240 21 26 31 rVB 99901 127860 2.31% 0.276%
3  3.281 200 203 208 rBV 48780 80131 1.45% 0.173%
4 4.410 391 395 399 rVB 51053 61436 1.11% ©.133%
5 5.034 491 501 513 rBV 1156432 1513892 27.39% 3.268%
6 5.434 563 569 572 rBV 4777493 5392828 97.55% 11.641%
7 5.828 633 636 640 rVB 179294 157538 2.85% 0.340%
8 6.445 734 741 744 rBV 4312402 5528065 100.00% 11.933%
9 6.816 800 804 807 rBV 1583425 1265935 22.90% 2.733%
106 7.375 893 899 903 rBV 3192684 3752541 67.88% 8.100%
11 8.004 1002 1006 1017 rBV 34039 56749 1.03% 0.123%
12 8.098 1017 1022 1025 rBV 2048238 1793298 32.44% 3.871%
13 9.175 1200 1205 1209 rBV 4853615 5472518 99.00% 11.813%
14  9.263 1216 1220 1223 rBV2 101475 85842 1.55% ©.185%
15 9.292 1223 1225 1229 rVB 77964 72039 1.30% 0.156%
16 9.675 1286 1290 1298 rBV6 31254 68309 1.24% 147%
17 9.851 1313 1320 1324 rBV 2180310 1932219 34.95% 171%
18 10.269 1387 1391 1393 rBV2 76175 76186  1.38%

19 10.639 1448 1454 1458 rBV 3258584 3409597 61.68%
20 11.304 1562 1567 1569 rBV2 105351 100851 1.82%

oONO PO
=
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N
R

21 11.333 1569 1572 1576 rVV 2035951 1909845 34.55%
22 11.404 1578 1584 1587 rBV3 122842 146302 2.65%
23 11.598 1612 1617 1622 rBV6 48003 109311 1.98%
24 11.739 1637 1641 1644 rVB 787643 633476 11.46%
25 11.868 1660 1663 1667 rBV 334335 291322 5.27%

ORrRrOoOO® PN
N
w
o))
B

26 12.445 1754 1761 1764 rBV 999403 943079 17.06%
27 12.527 1771 1775 1780 rVB 165471 154019 2.79%
28 12.592 1780 1786 1789 rVB2 96510 118224  2.14%
29 12.651 1793 1796 1799 rBV 68477 64928 1.17%
30 12.927 1838 1843 1846 rBV 4743273 5121626 92.65% 11.

P OOON
N
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R

31 13.857 1994 2001 2016 rBV 292245 756209 13.68%
32 13.968 2016 2020 2024 rVV2 1721623 1752854 31.71%
33 14.068 2031 2037 2043 rBV 210459 246561 4.46%
34 14.733 2146 2150 2152 rBV 98317 101937 1.84%
35 14.833 2163 2167 2170 rVB 152651 149932 2.71%

OO0 WER
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w
N
R

36 15.092 2208 2211 2217 rVB 63027 71603 1.30% ©0.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.415 2261 2266 2271 rBV2 1046921 1325982 23.99% 2.862%
38 15.462 2271 2274 2280 rVB 74404 106137 1.92% 0.229%
39 15.898 2343 2348 2352 rBV 65178 96033 1.74% 0.207%
40 16.015 2363 2368 2383 rBV 27206 95479 1.73% 0.206%
41 16.392 2428 2432 2442 rVB 54912 106020 1.92% 0.229%
42 16.980 2527 2532 2538 rVB2 29962 60668 1.10% ©.131%

Sum of corrected areas: 46325694
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\

BF126254.D
: 18 Dec 2021 15:08
Ju/CG
: M5082-03
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126254.D\data.ms
5.434
6.445
4000000
7.375
3000000
2000000
6.816
5.034
10000001134
0 -240 3.281 4.410 5828
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF126254.D\data.ms
9.475 12.927
4000000
10.639
3000000
8.098 9.851 11.333
2000000
12.445
1000000
oL 8:00 BER 9675 10.269 HJJLMNJv¢¢M~jﬁ
—k —r— —— e e e e A e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126254.D\data.ms
4000000
3000000
2000000 13.968
15.415
1000000
13.85
. 068 141883315 092 15462 1588815 16.392 16.980
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 T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.134 16.06 ng 1016310 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance Scan 8 (2.134 min): BF126254.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
9.0 2.202.302.402.50
Ob ek 22 m/z 43.00  38.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T T T T[T T T[T TT T
43.0 2.202.302.402.50
: 87.0 m/z 55.00 28.87%
29.0
‘\‘ \‘\“ %9-0 ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 P
2.202.302.402.50
5000 41.0 55.0 m/z 87.05 23.80%
27.0
0 H\ ‘m \“ I 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e RARARRREREEEEEE
73.0 2.202.302.402.50
m/z 41.00 12.03%
5000 43.0
58.0
Obrprrthbirrrepter e L A ES—————
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.240 2.02 ng 127860 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 38
3 Propanoic acid, 2,3-dihydroxy- 106 C3H604 000473-81-4 33
4 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 28
5 Pentanoic acid, 2-hydroxy-, ethy... 146 C7H1403 006938-26-7 9
Abundance  Scan 26 (2.240 min): BF126254.D\data.ms (-21) (-) m/z 75.00 100.00%
75.0
5000 45.0
| 220 240 260
57.0 : ’ ’
Ot b 2l 1028 nyz 73.00  81.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 LI LA LA L R
220 240 2.60
m/z 45.00 43.98%
\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10523: 2-Propanol, 1,1-dimethoxy- /\«
75.0
A e
220 240 2.60
5000 m/z 41.00 32.36%
3o 470 89.0
ool 290 L 1030 100
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5603: Propanoic acid, 2,3-dihydroxy- e AN Eanan e p
75.0 220 2.40 260
m/z 47.00  22.30%
5000
47.0
59.0 89.0
0 - ;1060

m/z--> 20 30 40 50 60 70 80 90 100 110 120 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.034 23.92 ng 1513890 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 501 (5.034 min): BF126254.D\data.ms (-491) (-) m/z 43.00 100.00%

43.0
59.0
5000
1010 L L L L L B B R
83.0 4.80 5.00 5.20 5.40
bt A m/z 59.00  55.13%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 17.93%
15.0 101.0
‘ Wl | 830 |
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
S AARRMEEAE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.93%
41.0
101.0
YR 1 N A AN R ——
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester S ARARMEEAE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.04%
5000 41.0
126.0142.0
oHH_Hu‘H‘ 1 Sttt L ¢ e e P
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\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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-Pentanone, 4-methoxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.828 2.49 ng 157538 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 32
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 28
4 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
Abundance Scan 636 (5.828 min): BF126254.D\data.ms (-633) (-) m/z 43.00 100.00%
43.0 73.0
5000
R R RRREREEE N
56.0 100.1 115.0 5.60 5.80 6.00 6.20
Obrrprrer el e e pibre S reeb b M/z 73.00 89.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L B I L LI LN B
5.60 5.80 6.00 6.20
m/z 41.00 10.00%
115.0
0 \\‘]\_?\.\0‘\\2\8[-\0\\f“‘f‘”\\‘\5\‘6}.\()‘\\\\‘\}\\’\\\\‘\\]-\O\?\.\()\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9295: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
5.60 5.80 6.00 6.20
5000 m/z 115.00 8.92%
15.0 45.0
0 ‘ i 2?\'0 \H‘ In .y 86.0 101.0 11\5'0
R L B R ARARAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8775: 1-Methoxyethanimine, N-acetyl- R AAREEEREE
43.0 5.60 5.80 6.00 6.20
100.0 m/z 56.00 5.62%
5000
200 | 580 730 g 115.0
O] L € S SHT .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08

Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Hexadecanoic acid, methyl e... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.739 6.63 ng 633476  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1641 (11.739 min): BF126254.D\data.ms (-1637) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 11'E0 1500
11.50 12.00
‘ 11.0, | 171110012272 9701
om_m_‘H“_“w‘w‘w!‘ﬂ*wHH“HH_MW_WM_m,w, m/z 87.60  71.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 e ——
43.0 1150 12.00
143.0 m/z 30.08%
Al gaoy | asso B 27
O\\\‘\H\“\H\‘H“\‘\‘M\\‘H‘\‘\‘\H\‘\\\\‘H‘H‘\‘H\‘HH‘HH‘\H\’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
m/z 22.65%
5000 43.0 270.C
143.0 227.0
N &
o"‘_u‘w‘ml‘m Hlm“‘m‘m"""_m_ww_m‘_m,u‘u,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92119: Dodecanoic acid, methyl ester
74.0 1150 1200
m/z 20.25%
5000
41.0
| H “ ||| 111024301700 2140
0"wJ‘ﬁH‘ﬂH‘WM‘wH‘wu‘wu‘wuhwh‘wuﬂwu‘wu‘wu‘w
m/z--> 20 40 60 80 100120140160180200220240260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.868 3.05 ng 291322  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 15

Abundance Scan 1663 (11.868 min): BF126254.D\data.ms (-1660) (1 m/z 73.00 100.00%

43.0 730
5000
129.1
T SO 5 LS
‘ ‘ ‘ M? ‘ 185.1 ‘ 256.1 11.50 12.00
Obreerer M Al b L L o T myz s9.95  96.61%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — e
213.0 11.50 12.00
‘ 157.0185.0 m/z 43.05 83.97%
0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
3.0
o C
430 11.50 12.00
5000 m/z 57.05 77.97%
129.0
185.0 228.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.00 62.56%
5000 129.0
199.0
s e T
0%§RkwwwwJM&MMNHW‘MHM‘JMﬂ‘JHW‘HWH‘WHH‘H = s
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 8-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.445 9.88 ng 943079  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 97
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94

Abundance Scan 1761 (12.445 min): BF126254.D\data.ms (-1754) (-] m/z 55.00 100.00%

558.0 '
- i MN\,MJMJAJLkAmvmﬂ
T
370 180.2 2222 2641 ., 12.50
- ‘M e ok 281 sy 69,05 65.45%
miz--> 100 150 200 250 300
Abundance #194407 8-Octadecenoic acid, methyl ester
55.0
5000 1
264.0 12.50
m/z 41.00 60.69%
23.0 1800 222.0
L | | 2964
0b— I ; MHHHH\ H\ ‘\M‘ \r\ s - P ‘\‘
m/z--> 200 250 300
Abundance #194438. 9—Octadecen0|c acid (2)-, methyl ester
55.0
o
12.50
5000 m/z 74.00 57.33%
264.0
38.0 180.0 222.0
015.0
miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester .
55.0 12.50
m/z 83.05 52.70%
5000
264.0
23.0 1800 222.0
L h\ J || 2o
0““} H\H h‘\H\‘\M“““}H‘u“‘\“‘\‘ e
Mz 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

Quant Title

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

: 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 8 Heptafluorobutyric acid, pe...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.857 8.63 ng 756209  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual

424 C19H31F702

1 Heptafluorobutyric acid, pentade...

2 n-Nonadecanol-1 284 C19H400

3 Behenic alcohol 326 C22H460
4 1-Nonadecene 266 C19H38
5 1-Heneicosanol 312 C21H440

Abundance Scan 2001 (13.857 min): BF126254.D\data.ms (-1994) (-

5000 11.1

M\ I 1501 2080 280.9

959261-23-5 94
001454-84-8 94
000661-19-8 94
018435-45-5 91
015594-90-8 91

m/z 57.05 100.00%

:

13.50 14.00

0 bty R B e B e m/z 55.00 89.56%
miz--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 — ——
11.0 13.50 14.00
m/z 83.10 88.62%
‘ 169.0
O\\“\‘\““\“\‘\ “\ ‘“ “\\\\21?\925‘59\\‘\\\\‘\\\4\.(‘)6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
— —
13.50 14.00
5000 m/z 43.10 86.90%
29.
26.0
ol LLLLIPEY ss20 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol o T
83.0 13.50 14.00
m/z 97.05 78.48%
5000
29. 9.0
0 ‘\ ‘\ | ‘\ \ \“ \ \‘\ h 1‘82 0 236. 02800
R S B e e SR e — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.068 2.81 ng 246561  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 40
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 32

Abundance Scan 2037 (14.068 min): BF126254.D\data.ms (-2031) (1 m/z 277.10 100.00%
277.1

5000
77.0
199.0 — :
39 ‘ 150 0 ‘ H 14.00
b=t 2 W‘w At m/z 278.10 30.70%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — :
152.0 14.00
m/z 77.00 26.83%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : 23‘3-‘0‘ R
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
*A\* f
14.00
5000 m/z 199.00 19.35%
77.0 183.0
o9 1) L U‘ 2280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy 4 ‘
277.0 14.00
m/z 183.00 19.09%
5000
77.0 183.0
e T
0 TR | kﬂ \ A

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.833 2.26 ng 149932  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 78
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72

Abundance Scan 2167 (14.833 min): BF126254.D\data.ms (-2163) (- m/z 69.10 100.00%
1

69
5000
= e
121.1 1770 14.50 15.00
ol bt bk y LA A770 2821 3412 o g1 09 57.34%
mlz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 _— -
14.50 15.00
m/z 41.05 23.97%
137.0
027. b “‘ , 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
— ——
14.50 15.00
5000 m/z 95.85 12.83%
27,
N T hadscs:
oA e e
miz--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra — P
69.0 14.50 15.00
m/z 68.00 10.54%
5000
‘ 137.0
192.0
2L 120 2o aeo
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126254.D

Acqg On : 18 Dec 2021 15:08
Operator : JU/CG

Sample : M5082-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.134 16.1 ng 1016310 1 6.816 1265940 20.0
Propane, 1,1-di... 2.240 2.0 ng 127860 1 6.816 1265940 20.0
2-Pentanone, 4-... 5.034 23.9 ng 1513890 1 6.816 1265940 20.0
2-Pentanone, 4-... 5.828 2.5 ng 157538 1 6.816 1265940 20.0
Hexadecanoic ac... 11.739 6.6 ng 633476 4 11.339 1909850 20.0
n-Hexadecanoic ... 11.868 3.0 ng 291322 4 11.339 1909850 20.0
8-Octadecenoic ... 12.445 9.9 ng 943079 4 11.339 1909850 20.0
Heptafluorobuty... 13.857 8.6 ng 756209 5 13.968 1752850 20.0
Triphenylphosph... 14.068 2.8 ng 246561 5 13.968 1752850 20.0
Supraene 14.833 2.3 ng 149932 6 15.415 1325980 20.0
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