LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc :

ALS Vvial : 18 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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139309.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 106 19 25 rVB 4115559 6885271 100.00% 20.455%
2 5.104 496 512 519 rBv2 90408 187764 2.73% 0.558%
3 5.504 572 580 585 rBV 1138589 1506367 21.88% 4.475%
4 5.645 585 604 608 rvv 86126 271711  3.95% 0.807%
5 5.834 629 636 644 rBV 468669 612472 8.90% 1.820%
6 6.504 743 750 762 rBV 790126 1071003 15.55% 3.182%
7 6.887 810 815 820 rBV 574678 698329 10.14% 2.075%
8 6.945 821 825 832 rVB 148303 189344  2.75% 0.563%
9 7.028 833 839 844 rBV 516514 667536 9.70% 1.983%
10 7.451 903 911 916 rVB 1400781 1916169 27.83% 5.693%
11 7.557 919 929 938 rBvV2 49759 146642 2.13% 0.436%
12 7.734 943 959 969 rVB 463279 1327235 19.28% 3.943%
13  8.028 977 1009 1015 rBV 880058 4604970 66.88% 13.681%
14 8.169 1028 1033 1038 rVB 707203 856956 12.45%  2.546%
15 8.481 1083 1086 1091 rVB 59771 79080 1.15% ©.235%
16 8.610 1102 1108 1116 rVB 321592 550846 8.00% 1.636%
17 9.122 1191 1195 1207 rVB 81954 138954 2.02% 0.413%
18 9.245 1210 1216 1221 rBV 2751366 3438273 49.94% 10.215%
19 9.598 1270 1276 1286 rBV 137502 292914 4.25% 0.870%
20 9.922 1326 1331 1336 rVB 713217 881801 12.81% 2.620%

21 10.327 1396 1400 1407 rVB 100316 126280 1.83%
22 10.557 1434 1439 1444 rBV 67292 86964  1.26%
23 10.710 1460 1465 1470 rBV 1383409 1771796 25.73%
24 10.875 1489 1493 1501 rBV 127114 189450 2.75%
25 11.127 1531 1536 1544 rVB 237157 299575  4.35%

[CRCRGR R
N
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B
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26 11.410 1579 1584 1589 rBV 577984 723123 10.50%
27 11.933 1669 1673 1676 rBV 81862 106119 1.54%
28 12.657 1794 1796 1803 rVB3 48416 77143 1.12%
29 12.851 1825 1829 1842 rBV2 174037 365186 5.30%
30 12.998 1848 1854 1859 rBV 1761155 2334104 33.90%

AR OON
N
N
]
R

31 14.045 2029 2032 2037 rVB 420718 571544  8.30%
32 15.527 2281 2284 2308 rVB 280513 685236 9.95% 2.036%
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Sum of corrected areas: 33660157
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139309.D\data.ms
400000012.204

3500000
3000000
2500000

2000000

1500000 7.451
5.504
1000000 6.504
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500000 5.834 §7028
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Abundance TIC: BF139309.D\data.ms
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3500000
3000000 9.245
2500000
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.02
1000000 80 8?169 9.922

5000007\3i1 8.610 L\' ML
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Abundance TIC: BF139309.D\data.ms
4000000

127

3500000
3000000
2500000
2000000
1500000

1000000 14.045

15.527
500000 -~ MN
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
2.204 197.19 ng 6885270 1,4-Dichlorobenzene-d4 6.887

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 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 19 (2.204 min): BF139309.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
O ARamaRER T
‘ ﬂL ‘ 2.20 2.40 2.60
O 22 L2013 wz 43.10  46.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.05 32.26%
20 | o
O H’HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 27.13%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 2.20 2.40 2.60

m/z 41.05 15.71%

5000
55.0
29.0 ‘ 87.0
0 15. p [l ‘ ‘ | ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.38 ng 187764  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 1-Propanol 60 C3H80 000071-23-8 37
3 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 9
4 Propylamine 59 C3HSN 000107-10-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.104 min): BF139309.D\data.ms (-496) (-) m/z 43.05 100.00%

43.0
5000 591
R AERRRRRRmE
| “ e 4.80 5.00 5.20 5.40
Ol el m/z 59.10  48.93%
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 L B R R R
4.80 5.00 5.20 5.40
101.0 m/z 60.00 24.07%
31\0 L | 83.0 |
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #337: 1-Propano
31.0
AR R RREa
4.80 5.00 5.20 5.40
5000 m/z 41.05 17.76%
59.0
PN R 2 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4798: 1,3-Dioxane, 4-methyl- ‘w“‘w“‘w“‘w“‘w
43.0 4.80 5.00 5.20 5.40
m/z 101.10 14.20%
>0 72.0
5000 31.0 ' 101.0
87.0
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\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Pentanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.645 7.78 ng 271711  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38
Abundance Scan 604 (5.645 min): BF139309.D\data.ms (-585) (-) m/z 60.00 100.00%
60.0
5000
70 A)\\
41'0 \\\\‘\\\\‘\\\\‘\\\\’\\\
5.40 5.60 5.80 6.00
L 87.1 5
Ot e e e e e e m/z 73.05 35.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4772: Pentanoic acid
60.0
5000 \\\\‘\\\\‘\\\\‘/\\\\\’\\\
73.0 5.40 5.60 5.80 6.00
m/z 41.05 24.30%
27.0 410
O \\‘\\.\\‘\\i‘}“H\\“‘H\‘\\‘\\M‘\ ‘\H\’\}\\‘\8\?\.?\\]\-\()‘1\--\0\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9147: Hexanoic acid
60.0
5.40 5.60 5.80 6.00
5000 m/z 45.05 19.11%
270 410 730
87.0
obrrrereereeibbere e L 2010 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2275: Butanoic acid A R
60.0 5.40 5.60 5.80 6.00
m/z 43.05 15.25%
5000
73.0
27.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 3
R.T. EstConc Area Relative to ISTD R.T.
5.834 17.54 ng 612472 1,4-Dichlorobenzene-d4 6.887

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 72
3 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 17
4 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 17
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 16
Abundance Scan 636 (5.834 min): BF139309.D\data.ms (-629) (-) m/z 57.10 100.00%
57.1
5000 a1,
R AEEEEERE S
7 % 87"1 5.60 5.80 6.00 6.20
bl it L 20LL 1180 nsz 45,05 44.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 L L I L L L B
29.0 5.60 5.80 6.00 6.20
m/z 41.10 39.63%
87.0
\ 4 \'O il 717' :
O H‘HH‘\H‘H\\H‘\i\\‘\H\‘\‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
e ARERRRREEEEE L
5.60 5.80 6.00 6.20
5000 m/z 87.10 16.46%
41.
75.0
2700 ‘
0“_mu‘ﬂuhHMM‘WHMWHHpmH_‘m_%QQQW‘HWH‘WH‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15525: Propanoic acid, 2-methylpropyl ester R ARREaEY
57.0 5.60 5.80 6.00 6.20
m/z 56.10 8.88%
5000 20.0
87.0
0,150 | ‘\‘F'O 710 1010115.0129.0
T e e e e e PR e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.945 5.42 ng 189344  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 45
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 45
Abundance Scan 825 (6.945 min): BF139309.D\data.ms (-821) (-) m/z 57.10 100.00%
57.1
5000 k
R ERREEREEES S
39 “ﬂ ‘ 83"1 1 6.60 6.80 7.00 7.20
b bl b A0S m/z 41.10 39.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 RN RN R
6.60 6.80 7.00 7.20
29.0 83.0 m/z 43.10 34.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #22117: Heptane, 2,3,6-trimethyl-
57.0
R RN R AR e
6.60 6.80 7.00 7.20
5000 m/z 55.05 27.71%
29.0
oo 180, %80 1a20
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- R AREREESEEECE
57.0 6.60 6.80 7.00 7.20
m/z 56.05 20.97%
5000
‘ 97.0
ol ‘ L‘ ‘\‘79‘.‘0 I 117‘.0 ‘ ‘171.0‘
i o e B B R o
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Hexanoic acid, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.557 3.42 ng 146642  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 78
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
4 Butyl mannoside, tetramethyl ether 292 C14H2806 1000501-84-1 50
5 1,4-Dioxane 88 C4H802 000123-91-1 47

Abundance Scan 929 (7.557 min): BF139309.D\data.ms (-919) (-) m/z 73.05 100.00%

73.0
5000 41l JL\
101.1 M) A S
‘ ‘ ‘ 148.0 7.20 7.40 7.60 7.80
ol wi““‘c‘l“i SN ISVIF B Ww O B m/z 88.10  83.48%
miz--> 20 40 60 80 100 120 140 160
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L L B B LI BN I
41.0 7.20 7.40 7.60 7.80
101.0 m/z 41.10 50.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
R ANRERRE
7.20 7.40 7.60 7.80
5000 41.0 m/z 57.10 44.64%
101.0
N TS WA —
miz--> 20 40 60 100 120 140 160
Abundance #35335:Heptanou:add,Z—eWwL R RAAmEE L
88.0 7.20 7.40 7.60 7.80
m/z 55.00 30.71%
5000
41.0
LA
0 m_m_h wtu‘u m‘um_”w”l‘?‘i-‘? S
m/z--> 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.734  30.98 ng 1327246  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
3 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0 036727-29-4 53
4 6,6-Dimethylheptanoic acid 158 C9H1802 015898-92-7 43
5 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 32
Abundance Scan 959 (7.734 min): BF139309.D\data.ms (-943) (-) m/z 57.05 100.00%
57.0
w o J
39 1031 A
i 12511434 7.40 7.60 7.80 8.00
0l el LTS m/z 41,05 41.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 L B R B R
83.0 7.40 7.60 7.80 8.00
83.10 39.06%
29.0 103.0 m/z
‘ ‘ ‘ 1250439
O\\\‘\‘}\\i‘\‘\\‘ ‘\\‘\\‘}\\\“H\\\\’\‘\\\“\.\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
R  EaNREEENEEENS
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.05 22.30%
29.0 103.0
‘ ‘ 125.0143.0
o SRR 11 1 M| G
m/z--> 20 40 60 80 100 120 140 160
Abundance #51494: Hexanoyl chloride, 3,5,5-trimethyl-
57.0 7.40 7.60 7.80 8.00
m/z 55.10 18.57%
83.0
5000
39,0
olds0 L oo | MM0ae0 o JLa L
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Propanoic acid, 2-methyl-, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.122 3.15 ng 138954  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
2 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 53
3 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 40
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 38
5 Butanal isopentyl isopropyl acetal 202 C12H2602 1000431-61-0 35
Abundance Scan 1195 (9.122 min): BF139309.D\data.ms (-1191) (-) m/z 43.10 100.00%
43.1 71.1
5000
98.0 e ARAREEES S,
| “ H\ ‘ ‘ 1101 1431 1731 8.80 9.00 9.20 9.40 .
ol e e ey m/z 71.1@ 95.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24297: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
43.0
5000 T T T T[T T[T T [TTrT]
8.80 9.00 9.20 9.40
m/z 56.10 41.29%
‘ 101.0
O\H’\HHM‘M\‘\‘\\‘U\‘HH“\H\‘H\.\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #24221: Butanoic acid, 2-methylpropyl ester
71.0
8.80 9.00 9.20 9.40
5000 43.0 m/z 41.10 30.42%
101.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #23921: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E) R REARRRRRESRERRRRERS
43.0 71.0 8.80 9.00 9.20 9.40
m/z 83.05 29.44%
5000
111.0
129.0
0"‘,NM‘M“WM‘NJVWM‘ww‘w“?u“‘u““u e e e a
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Cyclohexanamine, N-cyclohexyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.598 6.64 ng 292914  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 96
2 (Bicyclohexyl)-2-amine 181 C12H23N 006283-14-3 95
3 4,6-Dimethyl-2-pyrimidinylhydrazine 138 C6H10N4 023906-13-0 43
4 (5R,8R)-8-Methyl-5-pentyloctahyd... 209 C14H27N 117959-79-2 43
5 N-[1-(Dicyclohexylamino)-2,2,2-t... 416 C19H30F6N20 1000225-27-8 42
Abundance Scan 1276 (9.598 min): BF139309.D\data.ms (-1270) (-) m/z 138.20 100.00%
138.2
5000 56.0 jk
- )
82.0 181.2 9.50 10.00
\‘H H‘ o \\110'1 ‘ 160.1 ‘ 9
0 bt RS m/z 56.5  47.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0
5000 — =
56.0 9.50 10.00
m/z 41.10 20.59%
181.0
O+ ‘2\81“-\0\ "M T \”‘\ T \‘}‘\\Sﬁ‘\-?\ 1‘}1\1\9'\0| T \“ Crd T “\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55892: (Bicyclohexyl)-2-amine
138.0
e e
9.50 10.00
5000 m/z 55.10 19.92%
56.0
181.0
I PP s el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19678: 4,6-Dimethyl-2-pyrimidinylhydrazine —— —
138.0 9.50 10.00
m/z 181.20 12.51%
5000 109.0 j\
42.0
67.0
MU R Y TR SN ENR— B L
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.328 2.86 ng 126280  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
2 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 50
3 Succinic acid, 2,2-dichloroethyl... 298 C11H16C1205 1000390-71-6 45
4 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 45
5 3-Cyclopentylpropionic acid, 2-t... 226 C13H2203 1000293-46-9 42
Abundance Scan 1400 (10.327 min): BF139309.D\data.ms (-1396) (- m/z 71.10 100.00%
711
43.1
5000
1000 1050
1111 1591 2431 . .
0“Humwahhﬁmw_ﬂ‘_H‘_HMLHMMH‘_H‘_H‘HL‘_H“ m/z 43.10 67.38%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

-

71.0
5000 — —
43.0 10.00 10.50
m/z 41.10 14.77%
111.0 159.0 243.0
O ‘\\\\“\\\‘1‘\\”\“\\‘\\H‘\\‘\\‘\\\\“\\\‘\“\\\‘\‘\\\\‘?\]T\S(p\\\“\\\\‘zzj\-rf
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #170575: Sulfurous acid, nonyl 2-pentyl ester
71.0
— —r
10.00 10.50
5000 43.0 m/z 56.05 10.88%
127.0
ob A J /980 | 179.0 209.0
el e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200220 240 260

Abundance #195928: Succinic acid, 2,2-dichloroethyl tetrahydrofurfu — —
71.0 10.00 10.50
m/z 55.05 7.51%

5000

3

43.0 101.0
L 143.0 185.0 215.0

“ T
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 10.00 10.50

o

8270-BF090424.M Wed Sep 11 ©5:03:41 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 unknownl1©.874 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.874 5.24 ng 189450  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 49
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 43
3 1,2(4H)-0Oxazine-3-0l, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 43
4 Benzoylformic acid 150 C8H603 000611-73-4 43
5 Benzamide, N,N-dimethyl- 149 CS9H11NO 000611-74-5 38
Abundance Scan 1493 (10.874 min): BF139309.D\data.ms (-1489) (- m/z 105.05 100.00%
105.1
5000 i
45.0
— =
149.1 10.50 11.00
‘ bl 1260 | 1801 D
o+t e e R e m/z 77.10  49.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27228: Isonitrosoacetophenone
105.0
77.0
5000 = ——
10.50 11.00
51.0 m/z 45.05 30.28%
27.0 ‘ 149.0
0HH‘\‘H\‘”‘i\‘1\‘\\\MH‘HH“1‘\\\’H‘H’H‘H‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #216951: Diethylene glycol dibenzoate
1050 149.0
= —
10.50 11.00
m/z 44.10 21.89%
5000 77.0
51.0
ob..2r0 || 179.0
T L e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #97485: 1,2(4H)-Oxazine-3-ol, 5,6-dihydro-6-oxo-, benzo P ——
105. 10.50 11.00
m/z 51.05 19.23%
5000 77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00

Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 12 Tri(2-chloroethyl) phosphate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.127 8.29 ng 299575  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tri(2-chloroethyl) phosphate
2 1-Chloroethyl sulfone

3 Ethene, (2-chloroethoxy)-

4 Oxalyl chloride

5 Propanoic acid, 2-chloro-, methy...

284 C6H12C1304P
190 C4H8C1202S
106 C4H7C10
126 C2C1202
122 C4H7C102

000115-96-8 95
010038-07-0 47
000110-75-8 47
000079-37-8 43
017639-93-9 38

Abundance Scan 1536 (11.127 min): BF139309.D\data.ms (-1531) (- m/z 63.00 100.00%
205.0 249.0
5000 143.0
—r— "
“ “ 11.00 11.50
I I 1 1731, Ay m/z 249.00  58.17%
m/z--> 50 100 150 200 250
Abundance #179367: Tri(2-chloroethyl) phosphate
27.0 63.0
249.0
205.0 A
5000 143.0 T T
990 11.00 11.50
' m/z 205.00 50.26%
0 ‘\‘ “M\w‘h““\ ““ “ ‘\‘ “\“‘ “\‘ ‘\ “\‘ “\‘ ‘m\‘ “““\‘ “‘ ‘28‘4‘(
miz--> 50 100 150 200 250
Abundance #64963: 1-Chloroethyl sulfone
63.0
e o
11.00 11.50
m/z 251.00 38.15%
5000( o7 /
obdr A 930 1290 1910
m/z-> 50 100 150 200 250
Abundance #5648: Ethene, (2-chloroethoxy)- 1 T
27.0 63.0 11.00 11.50
m/z 143.00 37.87%
5000
106.0
miz--> 50 100 150 200 250 11.00 11.50

8270-BF090424.M Wed Sep 11 ©5:03:43 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 13 E-9-Tetradecenoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.657 2.13 ng 77143  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-9-Tetradecenoic acid 226 C14H2602 050286-30-1 91
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83
4 Oleic Acid 282 C18H3402 000112-80-1 68
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68

Abundance Scan 1796 (12.657 min): BF139309.D\data.ms (-1794) (- m/z 55.10 100.00%

5[:
5000
e
11651 5077 2641 12.50 13.00

m/z 69.18  61.22%

m/z--> 50 100 150 200 250
Abundance #106893: E-9-Tetradecenoic acid
553.0

o

5000 T ——
12.50 13.00
97.0 m/z 41.10 60.32%
L)L pzro w0 z0s0 M
O : : : : ‘ \‘ in L I \ ‘\‘ : : ‘ : : : : ‘ : : : :
m/z--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0
1550 1500
5000 97.0 ITI/Z 83.10 45.17%
264.0
Jis.0] ‘\‘ L JASES 1800 2220 T M
m/z--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid — —
55.0 12.50 13.00

m/z 97.10  32.62%

5000
97.0

15.0, w M “%370 1800 2220 2640

— —
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00

Operator : RC/JU

Sample : P3853-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 14 1-Naphthalenamine, N-phenyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.851 12.78 ng 365186  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 98
2 2-Naphthalenamine, N-phenyl- 219 C16H13N 000135-88-6 89
3 7-Methyl-2-phenylquinoline 219 C16H13N 027356-39-4 64
4 Quinoline, 3-(4-methylphenyl)- 219 C16H13N 1000380-55-4 49
5 1,4-Methanonaphthalene, 1,4-dihy... 218 C17H14 055028-73-4 49

Abundance Scan 1829 (12.851 min): BF139309.D\data.ms (-1825) (- m/z 219.10 100.00%
219.1
5000
108.6 1250  13.00
51.0 : :
1531 189.1
) S A ‘ L, 1582 1805 I ~2131 0 myz 218.10  59.73%
miz--> 50 100 150 200 250
Abundance #97894: 1-Naphthalenamine, N-phenyl-
219.0
5000 — —
12.50 13.00
o 109.0 m/z 217.10 51.41%
ols0 L . .|l 1580 1890 1
T T T T ‘ T T \ T T T T T ‘ T T T T ‘ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #97900: 2-Naphthalenamine, N-phenyl-
219.0
1250 1300
5000 m/z 108.60  16.93%
108.0
51.0 H F‘TL4OO 189.0
[ SN R RFEE P N vk . S
miz--> 50 100 150 200 250
Abundance #97890: 7-Methyl-2-phenylquinoline P ——
219.0 12.50 13.00
m/z 220.10 16.06%
5000
109.0
bl 1400 1809 |
o; B v B NN
miz--> 50 100 150 200 250 12'50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139309.D

Acqg On : 10 Sep 2024 20:00
Operator : RC/JU

Sample : P3853-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.204 197.2 ng 6885270 1 6.887 698329 20.0
2-Pentanone, 4-... 5.104 5.4 ng 187764 1 6.887 698329 20.0
Pentanoic acid 5.645 7.8 ng 271711 1 6.887 698329 20.0
Ethanol, 2-butoxy- 5.834 17.5 ng 612472 1 6.887 698329 20.0
1-Hexanol, 2-et... 6.945 5.4 ng 189344 1 6.887 698329 20.0
Hexanoic acid, 7.557 3.4 ng 146642 2 8.169 856956 20.0
Hexanoic acid, 7.734 31.0 ng 1327240 2 8.169 856956 20.0
Propanoic acid,... 9.122 3.1 ng 138954 3 9.922 881801 20.0
Cyclohexanamine... 9.598 6.6 ng 292914 3 9.922 881801 20.0
2,2,4-Trimethyl... 10.328 2.9 ng 126280 3 9.922 881801 20.0
unknown10.874 10.874 5.2 ng 189450 4 11.410 723123 20.0
Tri(2-chloroeth... 11.127 8.3 ng 299575 4 11.410 723123 20.0
E-9-Tetradeceno... 12.657 2.1 ng 77143 4 11.410 723123 20.0
1-Naphthalenami... 12.851 12.8 ng 365186 5 14.045 571544 20.0
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