LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS Vvial : 15 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: BF138869.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 8 15 rVB 1806502 2879433 100.00% 20.493%
2 3.910 303 309 320 rBB 140148 221379 7.69% 1.576%
3 5.057 499 504 514 rVB 19932 28948 1.01% 0.206%
4 5.475 570 575 594 rVvB 313356 579276 20.12% 4.123%
5 5.810 624 632 638 rBVY 994106 1856400 64.47% 13.212%
6 6.481 741 746 762 rBV 256206 359821 12.50% 2.561%
7 6.839 802 807 814 rBB 200083 247070 8.58% 1.758%
8 7.404 897 903 908 rBV 782395 1070605 37.18% 7.619%
9 8.116 1019 1024 1036 rBV 252952 325501 11.30% 2.317%
10 8.339 1056 1062 1063 rBV 186787 238946  8.30% 1.701%
11 8.363 1063 1066 1077 rVB 219648 328011 11.39%  2.334%
12 9.192 1201 1207 1212 rBV 1527163 1958175 68.01% 13.936%
13 9.869 1317 1322 1332 rBB 296471 366030 12.71% 2.605%
14 10.663 1452 1457 1472 rBV 826425 1088649 37.81% 7.748%
15 11.357 1570 1575 1582 rBV 301360 369890 12.85% 2.633%

16 12.939 1838 1844 1849 rBV 1373911 1777343 61.73% 12.649%
17 13.992 2019 2023 2032 rVB 146846 194975
18 15.457 2266 2272 2289 rBV 98158 160411 5.57% 1.142%
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Sum of corrected areas: 14050863
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS vial : 15 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: BF138869.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc MLS-15-135-150

ALS vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 233.09 ng 2879430 1,4-Dichlorobenzene-d4 6.839
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 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 8 (2.140 min): BF138869.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 431
87.1
N R AR
‘ ‘ ﬂL ‘ 2.202.302.402.50
0H,‘m_m_HWHWw‘m“w‘mww:wm‘w‘w m/z 43.10 46.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B L L AL
43.0 2.202.302.402.50
‘ 87.0 m/z 55.10 31.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 TR
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 27.03%
27.0
0 11, L 112.0 129.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- R RARAEEREES SR
73.0 2.202.302.402.50
m/z 41.10  15.45%
5000
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc MLS-15-135-150

ALS vial : 15 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
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Peak Number 2 Toluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.9106 17.92 ng 221379 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 87
3 2,5-Norbornadiene 92 C7H8 000121-46-0 83
4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 80
5 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 80
Abundance Scan 309 (3.910 min): BF138869.D\data.ms (-303) (-) m/z 91.10 100.00%
91.1
5000
EEEmmERE TR
37-1 51.1 65‘-1 o 3.60 3.80 4.00 4.20
Ot el TEO Ll myz 92,10 57.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2758: Toluene
91.0
5000 L L L R B B
3.60 3.80 4.00 4.20
m/z 39.10 13.71%
390 510 65.0
ol 15.0 27.0 | || ﬂﬂ‘ 7.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
 EEEmmEEE T
3.60 3.80 4.00 4.20
5000 m/z 65.10 13.39%
39.0 65.0
0 15.0 27\'0 [ T 5?\.‘0 \‘ | 77.0 i
R e e AR R Ea S o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2768: 2,5-Norbornadiene R mmmm R
91.0 3.60 3.80 4.00 4.20
m/z 63.00 10.33%
5000 66.0
39.0
27.0 51.0
0‘“HH"‘1““”‘1}‘”‘”}‘1""\‘1“““7‘77?‘m‘i“m‘\ AR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS vial : 15 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
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.34 ng 28948 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 504 (5.057 min): BF138869.D\data.ms (-499) (-) m/z 43.10 100.00%

59.1
5000
o 480500520540
i A 83.0 R
o+t m/z 59.10 55.58%
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 \\\\‘\\\\‘\\\\‘\\\\‘\\\A
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.60%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0

4.80 5.00 5.20 5.40

5000 41.0 m/z 58.10 15.68%
29.
87.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3639: 4-Penten-2-one, 4-methyl- T RRREEEEE
43.0 4.80 5.00 5.20 5.40

m/z 41.10 9.18%

5000

2?0 | 55.0 83.0 98.0 ﬂ (\
O e e e e e R e REmaa

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\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS vial : 15 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.
5.810 150.27 ng 1856400 1,4-Dichlorobenzene-d4 6.839

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 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 16
5 Propanedioic acid, oxo-, bis(2-m... 230 C11H1805 092778-43-3 14
Abundance Scan 632 (5.810 min): BF138869.D\data.ms (-624) (-) 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
Oberrrrrrrrrrer el L1000 181 s 16 44.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 RN RN B
41. 5.40 5.60 5.80 6.00 6.20
270 87.0 m/z 41.10 41.01%
O H‘HH‘H\‘\“\H\“\HH‘\\‘}\‘\\\7\%\.\9\\‘\\\‘\‘\\1\(\)?\'9\‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
T e
5.40 5.60 5.80 6.00 6.20
5000 m/z 87.10 17.17%
41
75.0
2700 ‘
ob 2 ULl el L1000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5035: 3,3-Dimethylbutane-2-ol R
57.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 8.70%
41.
5000
87.0
27.0
e e e e e e e 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\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS vial : 15 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.
8.339 14.68 ng 238946  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 78
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 ©55956-25-7 74
4 Tetraglyme 222 C10OH2205 000143-24-8 72
5 Methane, diethoxy- 104 C5H1202 000462-95-3 72
Abundance Scan 1062 (8.339 min): BF138869.D\data.ms (-1056) (-) m/z 59.10 100.00%
59.1
5000 /Vt
103.1 e
H ‘ ‘ 8.00 8.20 8.40 8.60
Ob o 18 03,10 21.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 L L L R B B
8.00 8.20 8.40 8.60
103.0 m/z 41.05 19.17%
29.0
20 | o ) 1460 1720
\\\‘\\\\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
miz--> 20 60 80 100 120 140 160 180
Abundance #17328.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
R R et
8.00 8.20 8.40 8.60
5000 m/z 57.10 16.07%
1.
31.0 103.0
0 80 140
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox R  RANERES R
59.0 8.00 8.20 8.40 8.60
m/z 45.10 14.42%
5000
103.0
31.0
L e 1200 1500
e e e e e e e N R RREEE TR
m/z--> 20 40 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\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS vial : 15 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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.363 20.15 ng 328011 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
5 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 59

Abundance Scan 1066 (8.363 min): BF138869.D\data.ms (-1063) (-) m/z 59.10 100.00%

59.1
5000 fk
103.1 Ve e
39 83.0 ‘ 146.1 8.00 8.20 8.40 8.60
Ob oot 830 1481wz 45.18 33.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L L L B B A BN I
8.00 8.20 8.40 8.60
310 103.0 m/z 57.18  31.95%
O fl30.0”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
R R ARREE
8.00 8.20 8.40 8.60
5000 m/z 41.10 28.15%
103.0
29.0
0 A M “m ! \‘ 1460 172.0
e el PR e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17321: Dipropylene glycol (isomer 3) R ARAENEEERET
59.0 8.00 8.20 8.40 8.60
m/z 103.10 19.29%
5000
31.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080824\
Data File : BF138869.D

Acqg On : 08 Aug 2024 16:59

Operator : RC/JU

Sample : P3416-02

Misc : MLS-15-135-150

ALS Vvial : 15 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... 2.140 233.1 ng 2879430 1 6.839 247070 20.0
Toluene 3.910 17.9 ng 221379 1 6.839 247070 20.0
2-Pentanone, 4-... 5.057 2.3 ng 28948 1 6.839 247070 20.0
Ethanol, 2-butoxy- 5.810 150.3 ng 1856400 1 6.839 247070 20.0
2-Propanol, 1-(... 8.339 14.7 ng 238946 2 8.116 325501 20.0
2-Propanol, 1-(... 8.363 20.1 ng 328011 2 8.116 325501 20.0
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