LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138818.D

Acqg On 1 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

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

Signal : TIC: BF138818.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 6 12 rVB 1858369 2580358 98.52% 15.364%
2 2.928 136 142 149 rBV 23479 42005 1.60% 0.250%
3 3.904 301 308 323 rBB 534621 874230 33.38% 5.205%
4 5.051 498 503 512 rVB 19243 26620 1.02% 0.159%
5 5.481 571 576 595 rVB 273655 529503 20.22% 3.153%
6 5.816 623 633 639 rBV 1245621 2619114 100.00% 15.595%
7 6.481 741 746 762 rBV = 231797 318051 12.14% 1.894%
8 6.840 802 807 812 rBV 224433 279035 10.65% 1.661%
9 7.104 847 852 861 rVB 23272 32223 1.23% 0.192%
10 7.404 897 903 908 rBV 706068 945640 36.11% 5.631%
11  8.122 1019 1025 1030 rBV 285631 374449 14.30%  2.230%
12 8.339 1056 1062 1064 rBV 348176 500795 19.12% 2.982%
13 8.363 1064 1066 1075 rVV 420008 515396 19.68%  3.069%
14  8.439 1075 1079 1083 rVV 25760 40790 1.56% 0.243%
15 8.481 1083 1086 1093 rVB2 14810 26531 1.01% 0.158%
16 9.192 1201 1207 1212 rBV 1340297 1754053 66.97% 10.444%
17 9.869 1317 1322 1328 rBV 339548 435746 16.64%  2.595%
18 9.969 1332 1339 1356 rVB 847683 1401629 53.52%  8.346%
19 10.663 1452 1457 1472 rBV 740868 970927 37.07% 5.781%
20 11.357 1570 1575 1584 rBV 359283 445487 17.01% 2.653%
21 12.445 1749 1760 1766 rBV 76664 105802 4.04% 0.630%
22 12.939 1839 1844 1849 rBV 1084583 1408731 53.79% 8.388%
23 13.851 1991 1999 2009 rBV5 9315 28416 1.08% 0.169%
24 13.998 2019 2024 2031 rVB 175860 227234 8.68% 1.353%
25 14.074 2033 2037 2043 rVB 28462 36015 1.38% 0.214%
26 15.457 2266 2272 2283 rBV 156149 235177 8.98% 1.400%
27 15.639 2298 2303 2310 rBV 25466 40441 1.54% 0.241%

Sum of corrected areas: 16794398
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 Aug 2024 21:17
: RC/JU
: P3458-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
BF138818.D

: 8 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138818.D\data.ms
128
1500000
5.816
1000000
7.404
3.904
500000
5.481 6.481  6.840
0 2.928 5.051 7.104
\\‘\\\\‘\\\\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: BF138818.D\data.ms
1500000
9.192
12.939
1000000
9.969
10.663
500000 8.363
8.339 11.357
8.122 9.86
. 1 12.445
" S e R T —— — — R T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138818.D\data.ms
1500000
1000000
500000
13.998 15.457
. 13.8514.074 )\ 15.630
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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.128 184.95 ng 2580360 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 6 (2.128 min): BF138818.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1 /\\
RN AREmmEEEEESEE S
‘ J 881 2.202.302.402.50
Ol i 980 L 881wz 43.10 42.72%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 LN R R R R

2.202.302.402.50

43.0
‘ m/z 55.10 30.83%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
SRR IR AR ARRRRRRE
2.202.302.402.50
5000 55.0 m/z 87.10 27.04%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2246: S|Iane, tetramethyl- RN AREmEEEEEES S
73.0 2.202.302.402.50

m/z 41.10 14.33%

5000
43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0

m/z--> 0 20 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17

Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 2 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

2.0 3e1ng 42005 1,4-Dichlorobenzene-d4  6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 59

VA WNER
MR NR PR
1 - -
ZTwww

-Butanedione, monooxime 101 C4H7NO2 000057-71-6 59
ethoxy-2-propyl acetate 132 C6H1203 000108-65-6 10
ormamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
Abundance Scan 142 (2.928 min): BF138818.D\data.ms (-136) (-) m/z 43.10 100.00%
43.1
5000 101.1
791 R R
H 58.0 ‘ 86.0 2.60 2.80 3.00 3.20
bbb el e S e m/z 101,10 43.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 R R R
2.60 2.80 3.00 3.20
72.0 m/z 42.10 23.21%
59.0
oL 180 280 L% | sso | msg
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4800: 1,3-Dioxane, 4-methyl-
43.0
D
101.0 2.60 2.80 3.00 3.20
5000 29.0 m/z 41.10 18.23%
72.0
57.0
sl L
0 HW“‘wH1‘l‘H:“H“wm:1‘_‘H,uHwm‘ww,:www
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4529: 2,3-Butanedione, monooxime R L R
43.0 2.60 2.80 3.00 3.20
m/z 72.10 16.53%
5000
101.0
15.0 ‘ 58.0
28.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 1
R.T. EstConc Area Relative to ISTD R.T.
5.816 187.73 ng 2619110 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 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 40
4 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 12
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 12
Abundance Scan 633 (5.816 min): BF138818.D\data.ms (-623) (-) m/z 57.10 100.00%
57.1
5000 41. A
87.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
71 ‘ 100.1 5.40 5.60 5.80 6.00 6.20
0 H_‘HWH_m“e‘m_Jh_wuﬁwwamw‘lﬁﬁ-%” m/z 45.10  41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 I L L R R
41. 5.40 5.60 5.80 6.00 6.20
270 87.0 m/z 41.10 39.13%
‘ Ll fh ‘ 100.0
0 H‘H‘H‘HH“\\HH}H‘\\H“\H\“\H\‘\H\‘\H\i\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
RREaa
5.40 5.60 5.80 6.00 6.20
5000 m/z 87.10 17.28%
41.
75.0
2700 ‘
0 H%AQ‘HJHMHMHM‘_HM\HHpm‘W‘HM‘%QRR‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5035: 3,3-Dimethylbutane-2-ol Rmaas e
57.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 8.79%
41.
5000
87.0
27.0
0 I ‘\ ‘ \‘\ il 710 ‘ 1020 /\
e e e e e e e R EEan R
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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 6
R.T. EstConc Area Relative to ISTD R.T.
8.339 26.75 ng 500795 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
2 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
3 Methane, diethoxy- 104 C5H1202 000462-95-3 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
Abundance Scan 1062 (8.339 min): BF138818.D\data.ms (-1056) (-) m/z 59.10 100.00%
59.1
5000
103.1
m | ‘ o 8.00 8.20 8.40 8.60
Ol 829 | 1461 7 163.10  22.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 L L R IR B
103.0 8.00 8.20 8.40 8.60
m/z 41.05 19.13%
29.0 H ‘ 14
O\\\\‘\‘\H\\‘Hf\f\i\\\\8‘2\9\\“\\\\‘\\\\‘\‘6\9\‘\]-\7\2\0‘\
miz--> 60 80 100 120 140 160 180
Abundance #49775 2- Propanol 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
N A
8.00 8.20 8.40 8.60
5000 m/z 57.10 16.05%
103.0
31.0
0 Ll sso | 1290 1500
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5365: Methane, diethoxy-
31.0 59.0 8.00 8.20 8.40 8.60
m/z 45.10 13.92%
5000
103.0
0,120
m/z--> 20 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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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-hydroxypro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.363 27.53 ng 515396 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 80
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
3 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 78
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72

Abundance Scan 1066 (8.363 min): BF138818.D\data.ms (-1064) (-) m/z 59.10 100.00%

59.1
5000
103.1

34A ‘ ‘ 8.00 8.20 8.40 8.60
el ol 83 1481 m/z 57.10 27.29%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000

8.00 8.20 8.40 8.60

o

103.0 m/z 45.10  26.01%
29.0
20| o ) 1460 1720
\\\‘\\\\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
miz--> 20 60 80 100 120 140 160 180
Abundance #17330.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
R ARRRLAREEEERRE
8.00 8.20 8.40 8.60
5000 ITI z 41.10 23.38%
31.0 103.0
| N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36693: 2,4-Diethyl-6-methyl-1,3,5-trioxane E MRREAREEESE LR
59.0 8.00 8.20 8.40 8.60

m/z 103.10  21.58%

5000
31.0 ‘ ‘ 103.0
0 MH \‘ Iy | 1810 159.0

m/z--> 20 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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 1-Phenoxypropan-2-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.18 ng 40790  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 50
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 50
Abundance Scan 1079 (8.439 min): BF138818.D\data.ms (-1075) (-) m/z 94.00 100.00%
94.0
5000
77.0
el 1o ”@‘z&é‘b‘éé&éé&‘
Ll L e Dowssn
0““"“‘“W‘MJ“M“‘,“w““““““““‘ m/z 77.00 @ 26.27%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\{\\\‘\\\f\\‘\\\\’\\\\‘\\\
8.20 8.40 8.60 8.80
7.0 1520 Mz 45.85  19.24%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
e A EARREEES
8.20 8.40 8.60 8.80
5000 m/z 152.05 17.96%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— H““H““‘W“‘n‘u‘
94.0 8.20 8.40 8.60 8.80
m/z 51.00 16.31%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R REEEEEE
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 unknown9.969 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.969 64.33 ng 1401630  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
2 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
3 1-tert-Butoxy-2-methoxyethane 132 C7H1602 066728-50-5 10
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10
5 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10

Abundance Scan 1339 (9.969 min): BF138818.D\data.ms (-1332) (-) m/z 43.05 100.00%

43.0
5000
9.1 1372
69.1
H‘ | 197.2 10 00
o“u‘u‘ww“‘u“‘prwm‘H‘W‘H‘_‘H‘H‘m‘u‘_‘u m/z 57.85 52.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
5000 T
15.0 710 10910 10.00
m/z 97.10 39.58%
‘ 144.0
O\\\\‘\H\\‘}\\\“\\“\‘\‘\\\\‘\\}‘\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta
57.0
10 00
5000 m/z 59.10 38.82%
97.0
0 29‘-0“\ ‘ L 143.0 169.0 227.0
e fees b e T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16562: 1-tert-Butoxy-2-methoxyethane
57.0 10 OO

m/z 101.10  37.62%

5000
29.0 117.0
L s
0 Ll

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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 1,6,11,16-Tetraoxacycloeico... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.445 4.75 ng 105802  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 53
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 50
3 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 49
4 Succinic acid, cyclohexylmethyl ... 298 C16H2605 1000390-72-0 47
5 Butyric acid, 3-tetradecyl ester 284 C18H3602 1000280-57-1 47
Abundance Scan 1760 (12.445 min): BF138818.D\data.ms (-1749) (- m/z 71.10 100.00%
71.1
5000 J
=%
‘ 10 1651 222.2264.1 12.50
0! u“““““w‘w b L S m/z 55.10  81.72%
miz--> 50 100 150 200 250 300 350
Abundance #183886: 1,6,11,16-Tetraoxacycloeicosane
71.0
5000 R
12.50
m/z 73.10 49.34%
O%%‘%“‘T \‘L\ ‘!‘ \‘\M\ \M‘ L \‘2:!-7\.9\ ‘ T ‘2‘8$"0‘ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
- A
12.50
5000 m/z 41.05 46.18%
143.0
0 29'% ‘h ‘h h‘\ uH “ 215 0257 0 315.0 377.0
e e B A i e R
m/z--> 50 100 150 200 250 300 350
Abundance #4388: 1-Penten-3-ol, 2-methyl- T
71.0 12.50
m/z 43.10 45.06%
5000
27.1 ‘
I O L
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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 10 n-Heptadecanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.851 2.50 ng 28416  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 83
2 1-Hexadecanol 242 C16H340 036653-82-4 83
3 1-Octadecanol 270 C18H380 000112-92-5 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 1-Eicosanol 298 C20H420 000629-96-9 68
Abundance Scan 1999 (13.851 min): BF138818.D\data.ms (-1991) (- m/z 43.05 100.00%
83.0
5000 111.0
— ——
| m 207.0 1350 14.00
bt e M/z 55.05 92.81%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #143654: n-Heptadecanol-1
55.0 83.0
5000 — ——
111.0 13.50 14.00
m/z 57.10 86.02%
0 2o || | ‘ H | 12901680 21002380
\H‘\H\’\H‘HH‘\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126376: 1-Hexadecano
55.0 83.0
— ——
13.50 14.00
5000 111.0 m/z 83.05 62.38%
H‘_H‘V“_‘H"H‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 M n ﬁ ﬂﬂ MM{W
Abundance #161351: 1-Octadecanol T R
55.0
83.0 13.50 14.00 .
m/z 41.05 61.66%
5000 111.0 ‘/WNJL\M
0 27\H0\ ‘\ \‘ h \1?? 0\168 0196.0224.0252.C
H‘_H‘M“_‘HM‘H‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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 11 1,6,11,16,21,26-Hexaoxacycl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.074 3.17 ng 36015 Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 90
2 1,6,11,16,21-Pentaoxacyclopentac... 360 C20H4005 056890-57-4 83
3 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 83
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 58
5 3-Tetrahydro-2-furanylpropanoic ... 144 C7H1203 000935-12-6 45

Abundance Scan 2037 (14.074 min): BF138818.D\data.ms (-2033) (. m/z 71.85 100.00%

71.0
5000
: —f 7 T
14.00
129.0 208.0
0k u“““‘h J w‘w“l‘ e 2810 m/z 55.85  56.87%
miz--> 50 100 150 200 250 300 350
Abundance  #318935: 1,6,11,16,21,26-Hexaoxacyclotriacontane
71.0
5000

—
14.00
m/z 73.05 43.76%

143.0
29.9 | Ll&W«Qnﬂ I 215.0 263.0 307.0
T 1T ‘ T ‘ T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ LI
m/z--> 50 100 150 200 250 300 350
Abundance  #269795: 1,6,11,16,21-Pentaoxacyclopentacosane
71.0
faYaWas

o

5000 m/z 43.10 28.35%
143.0
029;%\“ L lo70)"] 215.0 261.0 303.0  360.
B B L e
m/z--> 50 100 150 200 250 300 350
Abundance #183886: 1,6,11,16-Tetraoxacycloeicosane ——
71.0 14.00

m/z 41.05 19.71%

- MJ\J\M
29\\.%‘“ ‘h‘ \HD 1430

b 1070y | 217.0 288.0

7
m/z--> 50 100 150 200 250 300 350 14.00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
BF138818.D

: 06 Aug 2024 21:17
: RC/JU
: P3458-04

. 8

hod
le

ry

Sample Multiplier: 1

: 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 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 1,6,11,16,21,26,31-Heptaoxa... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.639 3.44 ng 40441  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,11,16,21,26-Hexaoxacyclotria... 432 C24H4806 064001-05-4 90
2 1,6,11,16,21,26,31-Heptaoxacyclo... 504 C28H5607 066055-34-3 90
3 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 72
4 1-Penten-3-o0l, 2-methyl- 100 C6H120 002088-07-5 58
5 1,6,11,16-Tetraoxacycloeicosane 288 C16H3204 017043-02-6 53

Abundance Scan 2303 (15.639 min): BF138818.D\data.ms (-2298) (- m/z 71.10 100.00%
71.1
5000 /J\4ﬁrjk¢ﬁ
‘ 1550 1600
143.0 193.0 . .
o“‘ﬂ ! WMJ‘vﬂﬁ‘“““““?g%ﬁ““““‘ m/z 55.05 45.37%
m/z--> 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 35.86%
143.0
0 29"% i \‘ K| h 215.0 263.0307.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #338729: 1,6,11,16,21,26,31-Heptaoxacyclopentatriacon
71.0
—— —
15.50 16.00
5000 ITI/Z 43.05 25.10%
143.0
0 29% ‘h ‘h h‘\ uH “ 215 0257 0 315.0 377.0
. A e e
m/z--> 100 150 200 250 300 350
Abundance #94098:]qG,ll—Tnoxacydopentadecane —— —
71.0 15.50 16.00
m/z 85.10 18.06%
5000
o2 erse gl
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\BF080624\
Data File : BF138818.D

Acqg On : 06 Aug 2024 21:17
Operator : RC/JU

Sample : P3458-04

Misc

ALS vial : 8 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... 2.128 184.9 ng 2580360 1 6.840 279035 20.0
1,3-Dioxolane, 2.928 3.0 ng 42005 1 6.840 279035 20.0
Ethanol, 2-butoxy- 5.816 187.7 ng 2619110 1 6.840 279035 20.0
2-Propanol, 1-(... 8.339 26.8 ng 500795 2 8.122 374449 20.0
1-Propanol, 2-(... 8.363 27.5 ng 515396 2 8.122 374449 20.0
1-Phenoxypropan... 8.439 2.2 ng 40790 2 8.122 374449 20.0
unknown9.969 9.969 64.3 ng 1401630 3 9.875 435746 20.0
1,6,11,16-Tetra... 12.445 4.8 ng 105802 4 11.357 445487 20.0
n-Heptadecanol-1 13.851 2.5 ng 28416 5 13.998 227234 20.0
1,6,11,16,21,26... 14.074 3.2 ng 36015 5 13.998 227234 20.0
1,6,11,16,21,26... 15.639 3.4 ng 40441 6 15.457 235177 20.0
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