LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

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-BF061125.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142733.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.098 487 494 507 rBV 99350 140728 7.57% 1.473%
2 5.504 558 563 576 rBvV 483696 642072 34.53% 6.722%
3 6.510 729 734 745 rBV = 285825 365493 19.66%  3.826%
4 6.892 794 799 804 rBV 257627 319446 17.18%  3.344%
5 7.451 888 894 899 rBV 719396 954491 51.33%  9.993%

6 8.175 1012 1017 1031 rBV 322104 395527 21.27% 4

7 8.392 1049 1054 1055 rBV 89354 106609 5.73% 1.116%

8 8.416 1055 1058 1069 rVB 115458 161836 8.70% 1

9 9.251 1194 1200 1205 rBV 1504317 1859340 100.00% 19.466%
9.363 1214 1219 1232 rVB 52370 70031 3.77% 0.733%

11 9.933 1311 1316 1327 rVB 351020 431203 23.19% 4.514%
12 10.127 1343 1349 1356 rBvV2 11252 18762 1.01% 0.196%
13 10.722 1445 1450 1466 rBV 791911 1018146 54.76% 10.659%
14 11.422 1564 1569 1576 rBV 318312 396523 21.33% 4.151%
15 13.010 1833 1839 1844 rBV 1327062 1728199 92.95% 18.093%

16 14.068 2011 2019 2028 rBV 251295 352862 18.98%
17 14.492 2085 2091 2095 rBV2 16969 29539 1.59%
18 15.562 2267 2273 2289 rVB 240458 396010 21.30%
19 17.580 2605 2616 2635 rVB6 32566 165141  8.88%
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Sum of corrected areas: 9551958
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142733.D\data.ms
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Abundance TIC: BF142733.D\data.ms
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Abundance TIC: BF142733.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.098 8.81 ng 140728 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (5.098 min): BF142733.D\data.ms (-487) (-) m/z 43.00 100.00%

43.0
5000
101.1 T
‘ ‘ 4.80 5.00 5.20 5.40
bt e 270 mjz 59.10 57.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T
4.80 5.00 5.20 5.40
101.0 m/z 101.10  19.63%
\\\‘\‘\“\\“h\\\w“\\\.\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RARES
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.27%
1 \‘M 12\6.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A Ra e ARNEEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.02%
5000
150 720 100.0
| Lk | i\
-t A Ra e ammaEE T
mlz--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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-Propanol, 1-[1-methyl-2-(... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.392 5.39 ng 106609 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 64
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64
Abundance Scan 1054 (8.392 min): BF142733.D\data.ms (-1049) (-) m/z 59.10 100.00%
59.1
5000 fxvm\
103'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
39m ‘ ‘ 1461 8.00 8.20 8.40 8.60 8.80
il e e e m/z 103.10  24.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
5000 EERRR RS R
103.0 8.00 8.20 8.40 8.60 8.80
31.0 m/z 41.05 16.96%
T T ‘ \‘1“\ \“Hf‘\ T \“i T }‘\8‘:3\0\\ T ‘ \ TTT ‘1\2\9\9‘ T \1\5\?\0\ T ’ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
R BARRRE
8.00 8.20 8.40 8.60 8.80
5000 m/z 57.10 16.20%
31.0 103.0
-
m/z--> 20 60 80 100 120 140 160 180
Abundance #64372 2 Propanol, 1-(2-butoxy-1-methylethoxy)- R R
59.0 8.00 8.20 8.40 8.60 8.80
m/z 45.10 12.98%
5000
103.0
290
Il 0 “ 1460 1720
“‘_“‘“‘H“““H“““w“““H‘,““W e
mlz--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.416 8.18 ng 161836  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 50
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 45
4 1,2-Butanediol 90 C4H1002 000584-03-2 45
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 43
Abundance Scan 1058 (8.416 min): BF142733.D\data.ms (-1055) (-)| [ m/z 59.10 100.00%
59.1
5000 /\!\\
103.1 RSN AN
39 83.0 H 8.00 8.20 8.40 8.60 8.80
il B2 TAST o m/z 45.10  38.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 B B e
8.00 8.20 8.40 8.60 8.80
31.0 103.0 .
m/z 57.10 38.36%
”
m/z--> 20 60 80 100 120 140 160 180
Abundance #26719. 2—Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
R R
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.18  26.52%
103.0
31.0
| I
“‘_“‘“‘H“““H“““w“““u‘,““w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- e
59.0 8.00 8.20 8.40 8.60 8.80
m/z 103.10 20.86%
5000
103.0
290
Ll s | 1460 1720
H“‘“‘_“‘“‘H“““H“““W““,‘H‘,‘ R RRRR SR RS
m/z--> 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@61125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21

Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.M
: 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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.363 3.25 ng 70031  Acenaphthene-di1e 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HINO2 000621-42-1 53
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 27
5 Guanine 151 C5H5N50 000073-40-5 27
Abundance Scan 1219 (9.363 min): BF142733.D\data.ms (-1214) (-) m/z 43.05 100.00%
43.0
109.1
5000 151.1
S BERNEEEE S e
‘ ‘ﬁ‘ 9.00 9.20 9.40 9.60
vt ot e b e e m/z 109,100 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L e e
9.00 9.20 9.40 9.60
69.0 m/z 151.05 50.85%
T \.‘ \‘\‘\ \"“V\‘\“\‘H‘ \“‘\“\ \H“‘\‘\‘\H\ f \“i”‘\‘\ “\ = \“ T 1 T \‘\ T ‘1\\9\2\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
T R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 21.72%
43.0
80.0
\1\5\-(‘)\‘\\\"\\1‘\‘H\\“‘\\H’\{‘H‘\H\‘Hl\‘uu‘um‘mu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
43.0 109.0 9.00 9.20 9.40 9.60
' m/z 85.10 15.06%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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 unknownl7.580 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.580 8.34 ng 165141  Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydrofuran-2-carboxylic aci... 281 C17H15NO3 1000316-12-2 43
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 40
3 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 27
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 22
5 Dodecanoic acid, pentafluorophen... 366 C18H23F502 1000360-54-1 22
Abundance Scan 2616 (17.580 min): BF142733.D\data.ms (-2605) (- 57.10 100.00%
57.1
183.2
5000 112.1
265.1
327 17 50
149.1 ‘
- u‘”‘“l JLM Ll iy 1 ‘221 1 i ‘ m/z 183.15  76.97%
m/z--> 50 100 150 200 250 300
Abundance #174652: Tetrahydrofuran-2-carboxylic acid, dibenzofura
71.0
5000 183.0 H bt
1750
281.0 m/z 71.10 74.44%

127.0 ‘
\3\3 T ‘H \‘ HH‘\ T ‘ T T “\ \ ‘h‘ T T \H T ‘ ‘\ \2\:38\.‘0 T T \‘ T ‘ T L
miz—-> 50 100 150 200 250 300
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0

1750
5000 m/z 55.05 48.99%
112.0 183.0
A “u ! ‘ " e w“ .. I
m/z--> 50 100 150 200 250 300
Abundance #107226: Decane, 5,6-dipropyl- — ‘
57.0 17.50

m/z 112.10 46.41%

5000 12,0 /\(\
24+0‘L ‘ \“ ‘\H . 169.0  226.0 N 10

m/z--> 50 100 150 200 250 300 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061125\
Data File : BF142733.D

Acqg On : 11 Jun 2025 14:21
Operator : RC/JU

Sample : Q2268-10

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061125.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|
2-Pentanone, 4-... 5.098 8.8 ng 140728 1 6.892 319446 20.0
2-Propanol, 1-[... 8.392 5.4 ng 106609 2 8.175 395527 20.0
1-Propanol, 2-(... 8.416 8.2 ng 161836 2 8.175 395527 20.0
2,4,7,9-Tetrame... 9.363 3.3 ng 70031 3 9.933 431203 20.0
unknownl7.580 17.580 8.3 ng 165141 6 15.562 396010 20.0
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