LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc :

ALS Vvial : 17 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: BF139040.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 5 15 rvB 571910 705767 57.36%  8.286%
2 2.234 19 24 33 rVB 7818 12970 1.05% 0.152%
3  3.405 218 223 238 rBV 7928 29376  2.39%  0.345%
4 5.057 499 504 519 rVB 77852 125571 10.20% 1.474%
5 5.469 569 574 601 rBV 757516 1058944 86.06% 12.433%
6 6.481 741 746 768 rBV 826403 1111998 90.37% 13.056%
7 6.687 775 781 793 rBV 6955 15935 1.30% 0.187%
8 6.834 801 806 814 rVB 226647 274845 22.34%  3.227%
9 7.398 897 902 916 rBvV 543148 728736 59.22% 8.556%
10 7.663 943 947 956 rBB 7693 12840 1.04% 0.151%
11  8.116 1019 1024 1041 rBV 285610 359919 29.25%  4.226%
12 8.434 1074 1078 1087 rBV 40045 63616 5.17% 0.747%
13 9.187 1201 1206 1211 rBV 1010980 1230488 100.00% 14.447%
14  9.863 1317 1321 1332 rBV 302871 394212 32.04% 4.628%
15 9.957 1332 1337 1344 rBV 24648 36625 2.98% 0.430%
16 10.657 1451 1456 1469 rBV 469428 614201 49.92% 7.211%
17 11.351 1569 1574 1585 rBV 257850 350707 28.50% 4.118%
18 11.875 1658 1663 1674 rBV3 5976 14443 1.17% 0.170%
19 12.575 1777 1782 1788 rBV 15467 22370 1.82% 0.263%
20 12.798 1815 1820 1828 rVB 14032 23299 1.89% 0.274%
21 12.933 1838 1843 1848 rBV 676544 824820 67.03% 9.684%
22 13.833 1989 1996 2014 rBV7 14106 47571 3.87% 0.559%
23 13.998 2019 2024 2033 rVB 173020 239664 19.48% 2.814%
24 15.068 2204 2206 2211 rVB3 9610 13348 1.08% 0.157%

2.

25 15.463 2267 2273 2284 rVB 130083 205140 16.67%

Sum of corrected areas: 8517405
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 16 Aug 2024 00:18
: RC/JU
: P3485-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
BF139040.D

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS vial : 17 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.
2.122 51.36 ng 705767 1,4-Dichlorobenzene-d4 6.834

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 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
Abundance Scan 5 (2.122 min): BF139040.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
R RAARRREREEEEEE
‘ Lg 1 ‘ 2.202.302.40 2.50
Ob et 22 m/z 43.10  47.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L L LR B L
43.0 2.202.302.40 2.50
' 87.0 m/z 55.10  32.89%
29.0
M‘ \‘\“ LQO ‘ |
O \‘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 R EmEASa
2.202.302.40 2.50
5000 41.0 55.0 m/z 87.10 26.77%
27.0
0 H\ ‘m \“ I 112.0 129.0
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- T RARR R R
73.0 2.202.302.40 2.50
m/z 41.10 15.93%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50

8270-BF073024.M Fri Aug 16 18:24:56 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS vial : 17 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 2 unknown3.405 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.405 2.14 ng 29376 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
2 Propylene Glycol 76 C3H802 000057-55-6 4
3 Formamide 45 CH3NO 000075-12-7 3
4 2,3-Butanediol 90 C4H1002 000513-85-9 2
5 Isopropyl Alcohol 60 C3H80 000067-63-0 2
Abundance Scan 223 (3.405 min): BF139040.D\data.ms (-218) (-) m/z 45.10 100.00%
45.1
5000
R
60.9 3.00 3.20 3.40 3.60 3.80
T m/z 43.00 24.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 ﬂ‘uu‘uu’uu‘uu‘ﬂ\n\
3.00 3.20 3.40 3.60 3.80
20.0 m/Z 44.00 6.96%
19.0
0 H‘\\\\‘H.\i‘\kuu““!ilmﬁﬁ}(‘)\}!1 1\\\‘\\\.\(‘)\1?‘]:.\?“\\\‘H\\“.\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0
R
3.00 3.20 3.40 3.60 3.80
5000 m/z 60.90 4.,90%
29.0
o 190 7" 380) 530510 760
T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #102: Formamide R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 57.10 3.75%
5000 29.0
0 kuwuuwuwu‘wﬂkwuwuuww‘1HWHHMHWHHV‘HMHWHHMHW AR L S A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS vial : 17 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.057 9.14 ng 125571 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 504 (5.057 min): BF139040.D\data.ms (-499) (-) m/z 43.05 100.00%
43.0
59.1
5000

101.1 R ARAREERE R

‘ 83.0 4.80 5.00 5.20 5.40
obrre el S8 m/z 59.10  56.37%

m/z--> 20 40 60 80 100 120 140

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 L B I L L BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.81%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A AN RERRE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.41%
101.0
41.0
NPT T - AR
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RARN S S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.74%
5000 41.0
ol weowpe L]
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS vial : 17 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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.434 3.54 ng 63616 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1078 (8.434 min): BF139040.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
77.0
 RAEEmEEERE R
152.1 8.20 8.40 8.60 8.80
\HH f ) fmee ] ;
0““““‘ “u‘“““‘w“‘h“\“““““‘ m/z 77.00  26.89%
m/z--> 20 100 120 140 160
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
7.0 1520 Mz 45.10  18.08%
O\ \]-\5‘\(‘)\‘\‘\ \H“\ T \ T ‘q\‘\ T T \‘\ ‘ T !\]_:\lg‘\()\ T ‘ T \ T ‘\
miz--> 20 100 120 140 160
Abundance #30139.l—PropanoLS—phenoxy—
94.0
 ARAEESEEEEE
8.20 8.40 8.60 8.80
5000 m/z 51.00 17.74%
77.0 152.0
?Mw
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy— “A“H““ﬂu“‘u“‘
94.0 8.20 8.40 8.60 8.80
m/z 78.00 17.66%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

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

: C:\Database\NIST20.L

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 Butyl hexadecyl ether Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.833 3.97 ng 47571  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl hexadecyl ether 298 C20H420 1010406-40-5 83
2 n-Tetracosanol-1 354 C24H500 000506-51-4 64
3 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 59
4 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 50
5 Butyl eicosyl ether 354 C24H500 1000406-40-7 50
Abundance Scan 1996 (13.833 min): BF139040.D\data.ms (-1989) (- m/z 55.05 100.00%
55.0
000 &w
— ——
13.50 14.00
o— “‘ ‘ “‘ ——— m/z 43.05 94.76%
miz-> 50 100 150 200 250 300
Abundance #197439: Butyl hexadecyl ether
57.0
5000 — —
13.50 14.00
97.0 m/z 57.05 86.10%
0 T ‘\ ‘\‘ ““\ “h “‘h h 1“ \;\3\9‘0\]-\8\]-\0‘ \22\4\0\ ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #264238: n-Tetracosanol-1
43.0
A
13.50 14.00
5000 3.0 ITI/Z 97.10 70.49%
oL L, M 1250 1680 210.0 252,0 294.0 335
- b
miz--> 50 100 150 200 250 300
Abundance #92366: 2-Ethyl-1-dodecanol ﬂﬂ ‘Mﬁ —
57.0 13.50 14.00
m/z 69.05 66.16%
5000
97.0
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81524\
Data File : BF139040.D

Acqg On : 16 Aug 2024 00:18
Operator : RC/JU

Sample : P3485-01

Misc

ALS Vvial : 17 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... 2.122 51.4 ng 705767 1 6.834 274845 20.0
unknown3.405 3.405 2.1 ng 29376 1 6.834 274845 20.0
2-Pentanone, 4-... 5.057 9.1 ng 125571 1 6.834 274845 20.0
1-Phenoxypropan... 8.434 3.5 ng 63616 2 8.116 359919 20.0
Butyl hexadecyl... 13.833 4.0 ng 47571 5 13.998 239664 20.0
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