LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On 1 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS Vvial : 13  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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138890.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 7 13 rVB 1990682 2993293 100.00% 19.040%
2 3.904 302 308 322 rBB 231538 371907 12.42% 2.366%
3 5.051 498 503 516 rVB 43295 65216 2.18% 0.415%
4 5.469 569 574 589 rVB 527492 738634 24.68% 4.698%
5 5.798 623 630 635 rBV 584410 847446 28.31% 5.390%
6 6.481 741 746 763 rBV 346704 479229 16.01% 3.048%
7 6.840 802 807 812 rBV 243513 312152 10.43% 1.986%
8 7.404 896 903 913 rBV 851358 1209693 40.41% 7.695%
9 8.116 1019 1024 1033 rVB 340070 431805 14.43% 2.747%
10 8.334 1056 1061 1063 rBV 128299 167503 5.60% 1.065%
11  8.357 1063 1065 1075 rVV 145880 200509 6.70%  1.275%
12 8.434 1075 1078 1084 rVV 26872 39729 1.33% 0.253%
13 9.192 1200 1207 1212 rBV 1723316 2272063 75.91% 14.452%
14  9.869 1317 1322 1329 rBV 413184 519416 17.35%  3.304%
15 10.663 1452 1457 1472 rBV 921944 1244182 41.57% 7.914%

16 11.357 1570 1575 1583 rVV 461094 573847 19.17%
17 11.886 1659 1665 1679 rBvV2 48571 103711 3.46%
18 12.445 1750 1760 1767 rBV 66079 106171 3.55%
19 12.686 1793 1801 1808 rBV3 19873 45652 1.53%
20 12.945 1838 1845 1850 rVB 1739858 2344973 78.34% 14.916%

OO oW
()]
~N
U1
R

21 13.998 2020 2024 2031 rVW 228435 294746 9.85% 1.875%

22 14.074 2032 2037 2041 rVB 28440 34982 1.17% 0.223%

23 14.821 2160 2164 2173 rVB 38114 51143 1.71% 0.325%

24 15.457 2266 2272 2285 rVB 145321 239522 8.00% 1.524%

25 15.639 2297 2303 2311 rBV 19860 33909 1.13% 0.216%
Sum of corrected areas: 15721433
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF138890.D\data.ms
134
1500000
1000000
7.404
5469 >798
500000
6.481
3.904 6.840
5.051
O\\‘\\T\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF138890.D\data.ms
9.192 12.945
1500000
1000000 10.663
500000 9.869 11.357
8.116
S35
434 11.886 12.4455 686
o ‘ A e - pme o L —— A
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: BF138890.D\data.ms
1500000
1000000
500000
13.998
15.457
. 074 14.821 )\ 15.639
T ‘ T T ‘ =T T T ‘ T T T T ‘ T T ‘ 7\/\ 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\BF080924\

Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.134 191.78 ng 2993290 1,4-Dichlorobenzene-d4 6.840
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 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance Scan 7 (2.134 min): BF138890.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R RAARaRaEEEEE
‘ L 1 2.202.302.402.50
0“H‘w‘H‘ﬂ“‘Mumju‘w‘h‘W‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.10 45.34%
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 L R I LR
43.0 2.202.302.402.50
' 87.0 m/z 55.10 32.24%
29.0
M‘ \‘\“ LQO ‘ |
0 \‘H\\‘HH‘f\!\‘\f\‘f“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 S
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.12%
27.0
0 H\ ‘m \“ I 1120 1290
e 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- R maR s o RAARAN
73.0 2.202.302.402.50
m/z 41.10 15.52%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50

8270-BF073024.M Mon Aug 12 03:05:54 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
BF138890.D

: 09 Aug 2024 16:02

: RC/JU

. P3469-01

MLS-15-513-528

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.051 4.18 ng 65216 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 503 (5.051 min): BF138890.D\data.ms (-498) (-) m/z 43.05 100.00%
59.1
5000
R ARANREERNT s
‘ 83.0 1011 4.80 5.00 5.20 5.40
Obrrrrrreprrr bbbl oo mi e et e | M/Z 59.10 58.97%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L LI LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.27%
0 29'\0 L i 837'0
H‘HH‘HH‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘\\H‘HH‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R AAANEEEEEY
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.55%
41.0
27.0 101.0
O iy 730,880 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15660: 3-Octanol e e ey
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.18%
5000
27.0 41.0 83.0
101.0
T | O N Y0 IV AW A A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40

8270-BF073024.M Mon Aug 12 03:05:55 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.798 54.30 ng 847446  1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
4 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12
5 Isobutyl ether 130 C8H180 000628-55-7 12
Abundance Scan 630 (5.798 min): BF138890.D\data.ms (-623) (-) m/z 57.10 100.00%
57.1
5000 a1 A
-
87.1 R an R R
71 ‘ 100.1 5.40 5.60 5.80 6.00 6.20
Ob e bt 3L 100 1IBL o 45 16 44.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000
290 5.40 5.60 5.80 6.00 6.20
m/z 41.10 41.15%
87.0
0 g 430 ) TXO | 1000 1180
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\1’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10090: Ethylene glycol monoisobutyl ether
57.0
R R SRR
5.40 5.60 5.80 6.00 6.20
5000 m/z 87.10 16.65%
41.0
27-}({ 710
O iy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5037: 3,3-Dimethylbutane-2-ol Ramaa RN
57.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 8.60%
41.
5000
87.0
o 2o 700 102.0
"H"H‘W‘H"m,u"_m"m‘uH,HH‘HHWH,HH R R RRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.334 7.76 ng 167503  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 Tetraglyme 222 C10H2205 000143-24-8 72
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 72
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
Abundance Scan 1061 (8.334 min): BF138890.D\data.ms (-1056) (-) m/z 59.10 100.00%
59.1
5000 J\’k
103.1 e e
39M ‘ 146.1 8.00 8.20 8.40 8.60
Obrrprl ol 830 e m/z 103.16  20.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 L B L B R B
8.00 8.20 8.40 8.60
103.0 m/z 41.05  20.20%
\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance #17328.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
R R R RaE
8.00 8.20 8.40 8.60
5000 m/z 57.05 15.81%
1
310 103.0
0 830 b 2340
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100836: Tetraglyme “/\ﬁw““W““_“‘ﬁ
59.0 8.00 8.20 8.40 8.60
m/z 45.10 14.17%
5000
31.0
103.0
o | L ) 133.0 177.0
H““‘w R e R L e R RRRRREE
m/z--> 60 80 100 120 140 160 180 .00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Propanol, 2,2'-oxybis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.357 9.29 ng 200509 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
2 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 72
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 64

Abundance Scan 1065 (8.357 min): BF138890.D\data.ms (-1063) (-) m/z 59.10 100.00%
59.1
5000 J\L
103.1 AR ABRRRRERRE
39‘ 1311 8.00 8.20 8.40 8.60
Ol b 830 I e m/z 45.10  31.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
5000 \N\‘\\\\,\\\\‘\\\\‘\
310 8.00 8.20 8.40 8.60
' ‘ 1030 m/z 57.10  27.71%
O \\\‘\‘\‘\\“H\\\in\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 20 60 80 100 120 140 160 180
Abundance #36693. 2,4-Diethyl-6-methyl-1,3,5-trioxane
59.0
‘ﬁ¥h‘u‘W‘u‘_‘uﬁ
8.00 8.20 8.40 8.60
5000 m/z 41.10 26.49%
31.0 ‘ ‘ 103.0
obre el M 101590
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2- Propanol 1-(2-butoxy-1-methylethoxy)- e Al RRaar
59.0 8.00 8.20 8.40 8.60
m/z 103.10 19.42%
5000
103.0
29.0
L0 s “ 1460 1720
“‘_““H““H““H““W““_“‘,H“,‘ R RRRERRREEE
m/z--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.61 ng 103711  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1665 (11.886 min): BF138890.D\data.ms (-1659) (- m/z 43.05 100.00%
43.0 (73.0
o WJMW
— —
m 11.50 12.00
0l m/z 60.00 93.68%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - R
11.50 12.00
167.01g5 02130  256.0 m/z 73.00 92.28%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.0
4.0 e —=aars
11.50 12.00
5000 129.0 m/z 41.05 85.28%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.05 82.93%
5000 129.0
199.0
s ) e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HW‘HWH‘W‘ . —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF073024.M Mon Aug 12 ©3:05:59 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1,6,11,16-Tetraoxacycloeico... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.445 370 ng 106171 Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 72
6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 64
6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 59
Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 58
yclopentanol, 1-methyl- 100 C6H120 001462-03-9 47

VA wWwN R
OR R R R
1 -

Abundance Scan 1760 (12.445 min): BF138890.D\data.ms (-1750) (- m/z 71.05 100.00%

71.0
5000
—=
‘ 111 12.50
0 e m/z 55.05 76.08%
miz--> 50 100 150 200 250 300 350
Abundance #183886: 1,6,11,16-Tetraoxacycloeicosane
71.0
5000 oI
12.50

m/z 73.05 50.66%

143.0
29.9 Mawm I 217.0 2880
AL

O L ‘ T =TT \‘ ‘ T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ LI
miz--> 50 100 150 200 250 300 350
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
12.50
5000 ITI/Z 43.05 41.77%
143.0
0229 | 1107.0, | 2150 261.0 303.0  360.
B B L e
m/z--> 50 100 150 200 250 300 350
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane ——
71.0 12.50
m/z 41.10 40.36%
5000
143.0
Ozg'q‘“ L ‘\1&7-‘0‘“\\ | 215.0 263.0 307.0
R e e a2 e e SRR S —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknownl2.686 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.686 3.10 ng 45652  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 38
2 Butyl decyl ether 214 C14H300 1000406-40-2 38
3 n-Nonadecanol-1 284 C19H400 001454-84-8 35
4 Acetic acid, decyl ester 200 C12H2402 000112-17-4 35
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 35

Abundance Scan 1801 (12.686 min): BF138890.D\data.ms (-1793) (- m/z 55.10 100.00%
55.1

gso  137.0 7 o
"0imm g0 o
ob Ml m/z 57.10 70.93%
miz--> 50 100 150 200 250
Abundance #204360: Hexadecane, 1-bromo-
57.0
135.0
5000 —r— —
12.50 13.00
97.0 m/z 43.05 58.13%
27.0‘ ‘ ‘
0 “\ ‘\“ T h\‘ ‘\M‘\ ““ ”\M bty ‘ipé‘swow L L B B s
miz--> 50 100 150 200 250
Abundance #92364: Butyl decyl ether
57.0
—— —
12.50 13.00
5000 m/z 41.10 56.29%
97.0 1400
0 ‘2‘7“70““ 1 1k I Y2 S R
m/iz--> 50 100 150 200 250
Abundance #179254: n-Nonadecanol-1 —— —
43.0 12.50 13.00

m/z 56.05 34.74%

5000 83.0
REIE 1220 1680 2100 2660 . .

miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 10 1,6,11-Trioxacyclopentadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.074 2.37 ng 34982  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 86
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 83
3 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 64
4 1,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 64
51,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 59

Abundance Scan 2037 (14.074 min): BF138890.D\data.ms (-2032) (- m/z 71.05 100.00%

71.0
5000
\ 14.00 |
143.0 :
ol “ i ! M‘ oy i 2000 m/z 55.10 51.11%
miz--> 100 150 200 250 300 350
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
5000 — :

14.00
m/z 73.05 46.03%

029'% \‘\ l }\2\9\0‘]\-7\5\\0‘ LU ‘ LU ‘ LU ‘ LU
miz--> 50 100 150 200 250 300 350
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
: L \
14.00
5000 m/z 43.10 27 .64%
143.0
ONQLLJMM 215.0257.0 3150 3770
S et b e PR T
m/z--> 100 150 200 250 300 350
Abundance #183886:16,1L16JTeUaoxacydoemosane ——
71.0 14.00
m/z 41.00 22.36%
h MJ\NWH
o221 H\u L0 awe amo S
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc

ALS vial : 13  Sample Multiplier: 1

MLS-15-513-528

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Supraene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.821 427 ng 51143 perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene at0 C3oHse 067683-64-9 91

Squalene 410 C30H50 000111-02-4 91

1000163-04-7 90
075581-03-2 78
062951-96-6 72

2

3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42
5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24

Abundance Scan 2164 (14.821 min): BF138890.D\data.ms (-2160) (- m/z 69.05 100.00%
69.0
5000
137.1 1450 1500
gy, 101t ' '
0- W b TR m/z 81.05 51.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = ety
14.50 15.00
m/z 41.05 30.96%
137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
— ——
14.50 15.00
5000 m/z 68.10 13.92%
121.0
o270 L1l 1)) 1750 23102730 3410 410
e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, — ——
69.0 14.50 15.00
m/z 95.05 13.70%
5000
‘ Pno
of Ty P05 2rsostso 3sso | TPl ey
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF073024.M Mon Aug 12 03:06:02 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc MLS-15-513-528

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.639 2.83 ng 33909 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 83
2 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 72
31,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 64
4 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 59
5 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 58
Abundance Scan 2303 (15.639 min): BF138890.D\data.ms (-2297) (- m/z 71.05 100.00%
71.0
5000
S = T
J‘L 1] 131 1009 15.50 16.00
O bl S M/Z 55.05  55.27%
m/z--> 50 100 150 200 250 300 350
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000 —r— —
15.50 16.00
m/z 73.05 40.44%
‘ ‘ 143.0
0\2\9‘\.%““‘\ } \L\‘ T \H“\ \h LI \’21\-5\.0\ \2‘6\3\.()\ \3(‘)7\.\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #94098: 1,6,11-Trioxacyclopentadecane
71.0
—— —
15.50 16.00
5000 ITI/Z 43.10 22.87%
ol ‘M ‘h Lljmeoaso
m/z--> 100 150 200 250 300 350
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane P ——
71.0 15.50 16.00
m/z 85.00 17.68%
5000
143.0
020 |1 1% 2150 zer00m0 seor (LU I 11
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138890.D

Acqg On : 09 Aug 2024 16:02

Operator : RC/JU

Sample : P3469-01

Misc : MLS-15-513-528

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.134 191.8 ng 2993290 1 6.840 312152 20.0
2-Pentanone, 4-... 5.051 4.2 ng 65216 1 6.840 312152 20.0
Ethanol, 2-butoxy- 5.798 54.3 ng 847446 1 6.840 312152 20.0
2-Propanol, 1-(... 8.334 7.8 ng 167503 2 8.116 431805 20.0
1-Propanol, 2,2... 8.357 9.3 ng 200509 2 8.116 431805 20.0
n-Hexadecanoic ... 11.886 3.6 ng 103711 4 11.357 573847 20.0
1,6,11,16-Tetra... 12.445 3.7 ng 106171 4 11.357 573847 20.0
unknownl12.686 12.686 3.1 ng 45652 5 13.998 294746 20.0
1,6,11-Trioxacy... 14.074 2.4 ng 34982 5 13.998 294746 20.0
Supraene 14.821 4.3 ng 51143 6 15.457 239522 20.0
1,6,11,16,21,26... 15.639 2.8 ng 33909 6 15.457 239522 20.0
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