LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc : 925-K1-WP0-0-0.25-073124

ALS Vvial : 22 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: BF138854.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.145 3 9 15 rVB 1737700 2745042 100.00% 23.560%
2 2.498 62 69 76 rBv 25368 47234 1.72% 0.405%
3 5.063 500 505 516 rVB 30346 43870 1.60% 0.377%
4 5.210 522 530 541 rBV 15995 49408 1.80% 0.424%
5 5.322 543 549 565 rvv3 9988 28690 1.05% 0.246%
6 5.469 569 574 585 rBV 568700 750412 27.34% 6.441%
7 6.481 741 746 770 rBV 400995 525425 19.14% 4.510%
8 6.839 802 807 812 rVB 222486 272357  9.92%  2.338%
9 7.257 870 878 890 rBV 30754 47730 1.74% 0.410%
10 7.404 896 903 914 rBV 732473 1026975 37.41% 8.814%
11 7.604 931 937 943 rBV 29942 55144 2.01% 0.473%
12 7.898 982 987 1005 rVB 46774 78660 2.87% 0.675%
13 8.116 1019 1024 1038 rVB 277774 363867 13.26% 3.123%
14  8.404 1069 1073 1076 rBV 32238 50652 1.85% 0.435%
15 8.433 1076 1078 1095 rVB 41268 75418 2.75% 0.647%
16 8.927 1158 1162 1181 rBV 55640 102072 3.72% 0.876%
17 9.192 1201 1207 1212 rBV 1445197 1854106 67.54% 15.914%
18 9.869 1317 1322 1327 rBV 318280 402791 14.67%  3.457%
19 10.663 1452 1457 1471 rBV 774513 1024535 37.32% 8.794%
20 11.357 1570 1575 1580 rBV 310416 378585 13.79%  3.249%
21 11.880 1659 1664 1681 rBv2 28363 54037 1.97% 0.464%
22 12.939 1838 1844 1849 rBV 976784 1227899 44.73% 10.539%
23 13.839 1991 1997 2010 rBV 20194 47152 1.72% 0.405%
24 13.998 2019 2024 2030 rVB 144546 194490 7.09% 1.669%
25 15.456 2266 2272 2283 rBV 133422 204496  7.45%  1.755%

Sum of corrected areas: 11651047
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 07 Aug 2024 21:08
: RC/JU
: P3430-05

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
BF138854.D

925-K1-WP0-0-0.25-073124

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\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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.
2.145 201.58 ng 2745040 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.145 min): BF138854.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R EEaaE A RaRREEE
‘ Lg 0 2.202.302.402.502.60
Ob oo b 20RO mjz 43.10 45.74%
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 R L B R I
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 31.77%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\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 N
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 27.26%
27.0
0 ‘ ‘ | ‘\ I | ‘ i 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- ST
73.0 2.202.302.402.502.60
m/z 41.10 15.38%
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 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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.
5.063 3.22 ng 43870  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 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 505 (5.063 min): BF138854.D\data.ms (-500) (-) m/z 43.05 100.00%

43.0
590.1
5000
1011 L A I B R
‘ 83.1 4.80 5.00 5.20 5.40
ob el B8 m/z 59.10  59.99%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L R R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.22%
0 27\\\ i | 830 1oL.o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R ERaRaEEE T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.18%
H ‘ 87.0
IR N
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.84%
5000 41.0
I O 23,10 SR N
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\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc : 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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 Butanoic acid, 4-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.210 3.63 ng 49408 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 72
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
3 Formic acid hydrazide 60 CH4AN20 000624-84-0 50
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
5 1-Hexanamine 101 C6H15N 000111-26-2 9
Abundance Scan 530 (5.210 min): BF138854.D\data.ms (-522) (-) m/z 60.00 100.00%
60.0
5000 43.0 A /\
87.0 A
‘ ‘ 4.80 5.00 5.20 5.40 5.60
0 rerprrr—rrepre el el e m/z 43.05  45.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11075: Butanoic acid, 4-chloro-
60.0
5000 [T T[T rT
4.80 5.00 5.20 5.40 5.60
48.0 m/z 41.10 42.83%
0 27\\.\0 4 HH ‘\ L . 8\7.0 105'0 122.0
\\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4814: Butanoic acid, 3-methyl-
60.0
MWW_HWKW
4.80 5.00 5.20 5.40 5.60
5000 m/z 45.00 31.20%
43.0
87.0
27.0 I ‘
ol g bt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #352: Formic acid hydrazide Py [
60.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 26.78%
5000 43.0
0 "‘HH‘H‘wH"‘H"‘H‘M"‘H"‘mWWMWWW R A REARNRARENEY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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 Butanoic acid, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.322 2.11 ng 28690 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
2 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 22
3 Oxirane, (butoxymethyl)- 130 C7H1402 002426-08-6 9

4 Methyl-2-0-methyl.alpha.d-glucop... 208 C8H1606 015064-82-1 9
5 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 9

Abundance Scan 549 (5.322 min): BF138854.D\data.ms (-543) (-) m/z 74.00 100.00%

74.0
57.1
41.0
5000
87.0

| ‘ H | 5.00 5.20 5.40 5.60
e L wmyz s57.10 75.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0 57.0
41.0
5000

5.00 5.20 5.40 5.60
87.0 m/z 41.05 52.90%

\\\‘]\.'\5\9‘\\\‘\‘[‘\\\\‘i“\‘\\‘\\‘!\‘\\\\“\“\\‘\\\\‘\\\]\-(‘)\2\.\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #10069: 1,2-Butanediol, 3,3-dimethyl-
410 570 87.0 i

5.00 5.20 5.40 5.60

o

o

5000 29.0 69.0 m/z 56.00 21.99%
obrr 20 Ll k000
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15423: Oxirane, (butoxymethyl)- T P T
29.0 57.0 5.00 5.20 5.40 5.60
m/z 87.00 20.71%
41.0
5000
73.0
L LT 870 g0
""""""""""""""_HWm_m_m‘mw N NRRSERNRESS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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 Cyclohexanecarboxylic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.604 3.03 ng 55144  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid 128 C7H1202 000098-89-5 97
2 (Z)-Ethyl 2-methylbut-2-enoate 128 C7H1202 016509-44-7 35
3 Cyclohexanecarboxaldehyde 112 C7H120 002043-61-0 23
4 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 17
5 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 16
Abundance Scan 937 (7.604 min): BF138854.D\data.ms (-931) (-) m/z 55.05 100.00%
55.0
5000 41.0 73.0
991 128.0 R
L m 1130 7.20 7.40 7.60 7.80 8.00
Obreprerrprrerprrr gl b o L MHwwmww m/z 41.05 47.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14024: Cyclohexanecarboxylic acid
55.0
73.0
41.0
5000
7.20 7.40 7.60 7.80 8.00
128.0 -
27.0 99.0 ‘ m/z 73.00 46.60%
O H‘\\H’\H‘l"\\\\‘H‘\‘H‘\‘!Hl‘\H‘\“HH"!\U\‘\H\“H\]\-F-\S\HO‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14073: (2)-Ethyl 2-methylbut-2-enoate
55.0
AN MY N KN S
7.20 7.40 7.60 7.80 8.00
5000 83.0 ITI/Z 83.10 38.43%
100.0 128.0
41.0
0 el 820
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7413: Cyclohexanecarboxaldehyde Ramanns ‘%‘ A RRRRREY
55.0 7.20 7.40 7.60 7.80 8.00
m/z 39.00 36.51%
41.0
5000 83.0
27.0 ‘ GﬁL 970 1120
S VS RGO . . N A VTl S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\

Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzeneacetic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.404 2.78 ng 50652  Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 86
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 64
4 Benzene, (iodomethyl)- 218 C7H7I 000620-05-3 47
5 Bicyclo[3.2.0]hepta-2,6-diene, 5... 126 C7H7C1 023610-81-3 47
Abundance Scan 1073 (8.404 min): BF138854.D\data.ms (-1069) (-) m/z 91.10 100.00%
91.1
5000
136.1
65.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
39.1 ‘ 8.00 8.20 8.40 8.60 8.80
Ol 80 L m/z 136.05  25.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18692: Benzeneacetic acid
91.0
5000 [T T [T T T T [T T T T[T T
8.00 8.20 8.40 8.60 8.80
65.0 136.0 m/z 92.10 18.02%
39.0 ‘ ‘
O ‘\\\\“\‘\“\\“‘\\\\‘\\“\\‘\\]\-]-\8‘-\0\\\“\\\\‘\\\\‘\\
miz--> 20 80 100 120 140 160 180
Abundance #55635.Propanedbk:add,phenyL
91.0
e
8.00 8.20 8.40 8.60 8.80
5000 m/z 65.10 17.41%
136.0
65.0
0 260 \h w ‘ﬂ J 1180 | 177.0
R B L A
m/z--> 20 40 60 80 100 120 140 160 180 \
Abundance #18705: Benzoic acid, 4-methyl- e
91.0 8.00 8.20 8.40 8.60 8.80
m/z 39.10 11.32%
136.0
5000
65.0
39.0 ‘
m/z--> 20 100 120 140 160 180 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\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.433 4.15 ng 75418 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 91
3 Benzene, propoxy- 136 C9H120 000622-85-5 50
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 45
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 45
Abundance Scan 1078 (8.433 min): BF138854.D\data.ms (-1076) (-) m/z 94.00 100.00%
94.0
5000
77.1 A
51.0 R  EAAREEEE
L M 1160 152.1 8.20 8.40 8.60 8.80
0““““‘pu‘nw ‘ “U“NL“M“w]““““‘ m/z 77.10 26.28%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\\\/\\\‘\\/\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
7.0 1500 Mz 78.80  17.66%
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
R RAREEEEEE S
8.20 8.40 8.60 8.80
5000 m/z 51.00 16.80%
77.0 152.0
27.
w? FHEIE -
m/z--> 20 100 120 140
Abundance #18817: Benzene, propoxy- B - R AR
94.0 8.20 8.40 8.60 8.80
m/z 45.05 15.50%
5000
28.0 77.0 136.0
Ob 20 L 10 T Y
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\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.927 5.61 ng 102072  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 CSH1e02 000501-52-0 95
2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 91
3 Benzenepropanoic acid 1-methylet... 192 C12H1602 022767-95-9 64
4 .beta.-Phenylethyl butyrate 192 C12H1602 000103-52-6 53
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 47

Abundance Scan 1162 (8.927 min): BF138854.D\data.ms (-1158) (-) m/z 91.05 100.00%
91.0

5000
150.1
51.0
‘ ‘ H ‘ ‘ 8.60 8.80 9.00 9.20
owm“um‘wHw‘_u!w‘mWHMWm_Mwwww m/z 104.10  54.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28265: Hydrocinnamic acid
91.0
5000 \\‘\\\\‘\\\\‘\\\\/‘\\\\\’
150.0 8.60 8.80 9.00 9.20
m/z 150.05 25.59%
51.0 H ‘
O\‘\‘\H“\‘\“}\“\‘H‘\“\\‘l\“‘\\\\‘H‘H‘H‘\\‘HH‘H\\‘HH‘HH‘HH‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0

8.60 8.80 9.00 9.20
5000 m/z 77.00 19.03%

150.0
51.0 ‘

m‘h \‘ H\ | | 127“9 255.(

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #66692: Benzenepropanoic acid 1-methylethyl ester RN e SRR
91.0 8.60 8.80 9.00 9.20

m/z 51.00 18.21%

o

5000 150.0

51.0
0280 0 | | awe, a0 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc : 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.880 2.85 ng 54037  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1664 (11.880 min): BF138854.D\data.ms (-1659) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 e IO
‘ Hl% : 15‘7-1 18‘5.2 | o561 11.50 12.00
O b M e e m/z 73.00  91.60%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — — A
11.50 12.00
167.01g5 02130  256.0 m/z 41.05 88.41%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ——
11.50 12.00
5000 129.0 m/z 60.00 84.74%
199.0
s e
0]"5‘0““‘1‘ ‘”H“‘lm ”m”m“l Mw;H“_‘M“Hqm‘wuu‘um_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid P 0
73.0 11.50 12.00
43.0 m/z 55.10 84.01%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc 925-K1-WP0-0-0.25-073124

ALS Vvial : 22  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-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.839 4.85 ng 47152  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1997 (13.839 min): BF138854.D\data.ms (-1991) (- m/z 43.05 100.00%
43.0
83.1
5000
— ——
| H %5-1 2070 13.50 14.00
oM 20mo o w/z ss.10 93.98%
miz--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0; 83.0
5000 — —
13.50 14.00
25.0 m/z 57.10 90.63%
O T ‘\ ‘ “ ‘\ h\‘ T h \ “ “‘ ‘“ T \. \ T ‘ T LI ‘ LI T ‘3\2\2.\0\
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0/ 83.0
oy
13.50 14.00
5000 m/z 83.10 72.99%
25.0
ol L 1 L (1680 2100 336
m/iz--> 50 100 150 200 250 300 A‘
Abundance #267412: Trichloroacetic acid, tetradecyl ester ‘ﬂ —ALL QM L
43.0 13.50 14.00
83.0 .
m/z 69.05 65.58%
5000
kzso
0 ‘H‘ “\ ‘\ \“‘ \\H“\ | ‘\‘ . ‘\‘ . ‘2‘4‘1‘0 T MMmﬂ ‘ﬂ‘ . mﬂm
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\BF080724\
Data File : BF138854.D

Acqg On : 07 Aug 2024 21:08

Operator : RC/JU

Sample : P3430-05 :

Misc : 925-K1-WP0-0-0.25-073124

ALS Vvial : 22 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... 2.145 201.6 ng 2745040 1 6.839 272357 20.0
2-Pentanone, 4-... 5.063 3.2 ng 43870 1 6.839 272357 20.0
Butanoic acid, 5.210 3.6 ng 49408 1 6.839 272357 20.0
Butanoic acid, 5.322 2.1 ng 28690 1 6.839 272357 20.0
Cyclohexanecarb... 7.604 3.0 ng 55144 2 8.122 363867 20.0
Benzeneacetic acid 8.404 2.8 ng 50652 2 8.122 363867 20.0
1-Phenoxypropan... 8.433 4.2 ng 75418 2 8.122 363867 20.0
Hydrocinnamic acid  8.927 5.6 ng 102072 2 8.122 363867 20.0
n-Hexadecanoic ... 11.880 2.9 ng 54037 4 11.357 378585 20.0
1-Tricosene 13.839 4.8 ng 47152 5 13.998 194490 20.0
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