LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131671.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 13 rVB 302655 382707 19.40%  3.005%
2 5.087 505 510 516 rVB 178499 215889 10.94% 1.695%
3 5.493 574 579 582 rBV 1751507 1558193 78.98% 12.235%
4 6.510 747 752 755 rBV 1676113 1566504 79.40% 12.300%
5 6.881 811 815 818 rBV 477540 400903 20.32%  3.148%

6 7.445 906 911 914 rBV 1141359 989604 50.16% 7.770%
7 8.169 1030 1034 1037 rBV 624012 493853 25.03%  3.878%
8 9.251 1213 1218 1221 rBV 2020400 1802158 91.34% 14.150%
9 9.933 1330 1334 1337 rBV 701610 563740 28.57% 4.426%
10 10.651 1452 1456 1459 rBV 102297 81950 4.15% 0.643%

11 10.727 1464 1469 1472 rBV 1260913 1136824 57.62%  8.926%
12 11.427 1584 1588 1591 rBV 753139 598514 30.34%  4.699%
13 13.021 1854 1859 1862 rBV 2376883 1972994 100.00% 15.492%
14 13.933 2008 2014 2015 rBV3 26694 46032 2.33% 0.361%
15 14.080 2035 2039 2042 rVB 489443 447382 22.68%  3.513%

16 14.174 2051 2055 2061 rVB 28475 30164 1.53% 0.237%
17 14.939 2180 2185 2188 rBV 54235 57245 2.90%  0.449%
18 15.580 2289 2294 2302 rBvV2 313299 391241 19.83% 3.072%

Sum of corrected areas: 12735897
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2022 17:38
¢ CG\JU
: N6037-06

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
BF131671.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.128 19.09 ng 382707 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 7 (2.128 min): BF131671.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
87.0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\
9.0 2.202.302.402.50
\\‘\H\‘\H\“M\‘H‘\‘HH\“.HH“\}H‘HH‘HH‘\H\‘HH‘HH‘HH m/Z 43.05 34.5300
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B B I
43.0 2.202.302.402.50
' 87.0 m/z 87.05 25.57%
29.0
!%9.0
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 A e
2.202.302.402.50
5000 41.0 55.0 m/z 55.00 25.24%
27.0
I 1A o 1 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- e RAARRRERREE
73.0 2.202.302.402.50
m/z 41.05 10.77%
5000
45.0
29.0
H‘HﬂmuHHMLH‘H§%9H‘N1H‘H‘W‘H‘MRH‘H‘W‘H‘_‘H PE e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50

8270-BF120822.M Mon Dec 19 05:58:04 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.087 10.77 ng 215889 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
Abundance Scan 510 (5.087 min): BF131671.D\data.ms (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R amE e RRARRRRE
4.80 5.00 5.20 5.40
M | 83.0 o
\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\‘\‘\i\\\\‘HH‘\‘\H‘\HHHH‘\ m/Z 59.00 60.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.18%
317'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
Ammm
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.26%
29.
‘ ‘ 87.0
a0l e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime R EEmEREEEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.08%
5000
101.0
15.0 58.0
| 280 ‘\\‘ 700 80
R e e e e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.651 2.91 ng 81950  Acenaphthene-dile 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H16N2 000103-33-3 59
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 1456 (10.651 min): BF131671.D\data.ms (-1452) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
— —
10.50 11.00
152.0
e e e e 28 el m/z 77.00 69.19%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
0 182.0
5000 — .
10.50 11.00
51.0 m/z 182.00  49.39%
210 | h! 1260 1520
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
— —
10.50 11.00
5000 1820 m/Z 51 . 09 28 .4900
51.0
320 1 150.0 ‘
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene T A ‘
77.0 10.50 11.00
m/z 106.00 8.18%
182.0
5000
51.0 105.0
27.0 ‘ | 128.0 15%0 |
e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Triacontan-15-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.933 2.06 ng 46032  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontan-15-o0l 438 C30H620 031849-26-0 90
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2014 (13.933 min): BF131671.D\data.ms (-2008) (- m/z 57.00 100.00%
57.0
5000 111.1 WM A/\/\/\j\/“
Aty
{ ‘ 248.1 14.00
\\\“\\‘\“\‘\‘\‘\‘\\\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\ m/z 83.06 99.8300
ml/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol
57.0
111.0
5000 MW\A\A\ T T vMI
14.00
241.0 m/z 43.10 89.89%
T ‘\ ‘ T M M ““]‘.‘L\ 1 \()\ ‘ T \‘\ \‘ ‘ T \3\(‘)6\ p\ \3‘6\2\0\\?4]\_§\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecy! ester
57.0
——
14.00
5000 11.0 m/z 97.00 83.80%
AL s om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecy! ester I N A — Mr
57.0 14.00
m/z 69.00 73.26%
210.0
L a0 2902850 560
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.939 2.93 ng 57245  Perylene-d12 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 53

Abundance Scan 2185 (14.939 min): BF131671.D\data.ms (-2180) (- m/z 69.05 100.00%

69.0
5000
I
15.00
‘H\\“m\‘“\‘\“"H\\h\m\“‘\‘\‘\\‘\\\0\‘\\\\‘\\H‘H\\‘\H\‘\\H‘H\\‘\ m/Z 81.05 44.8200
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000
15.00

m/z 41.00  23.50%

137.0
oLy, 203.0 273.0 341.0 410.0
‘H\\‘\ \\]11H‘H\r‘\H\‘1H\‘\\H‘H\\‘\H\‘\\H‘H\\‘\
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0
—r

15.00
5000 m/z 68.00 13.61%

137. 0

‘\\\\J“ \\’\\\ \\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- AL e /
69.0 15.00

5000
H‘HHHM!‘“'m“lg‘?” T e
| | I | | 1 | 1 I I | I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131671.D

Acqg On : 16 Dec 2022 17:38
Operator : CG\JU

Sample : N6037-06

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.128 19.1 ng 382707 1 6.881 400903 20.0
2-Pentanone, 4-... 5.087 10.8 ng 215889 1 6.881 400903 20.0
Benzophenone 10.651 2.9 ng 81950 3 9.933 563740 20.0
Triacontan-15-o0l 13.933 2.1 ng 46032 5 14.080 447382 20.0
Supraene 14.939 2.9 ng 57245 6 15.580 391241 20.0
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