LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc :

ALS Vvial : 21  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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139194.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.21e 10 20 28 rVB 1147841 1830200 75.06% 9.724%
2 3.410 217 224 235 rBV 58971 125045 5.13% 0.664%
3 5.116 504 514 520 rVB 101919 168997 6.93% 0.898%
4 5.510 574 581 586 rBV 1756711 2350610 96.41% 12.489%
5 6.516 745 752 757 rBV 1661294 2386960 97.90% 12.683%
6 6.7106 780 785 792 rBV 66671 84665 3.47%  0.450%
7 6.892 810 816 821 rBV 461074 574776 23.57%  3.054%
8 7.451 904 911 916 rBV 1142260 1483490 60.84% 7.882%
9 7.704 949 954 958 rBV 26300 31156 1.28% 0.166%
10 8.169 1028 1033 1039 rBV 553487 708678 29.07%  3.765%
11 8.481 1081 1086 1091 rBV 105906 132210 5.42% 0.702%
12 9.245 1210 1216 1221 rBV 1992143 2438224 100.00% 12.955%
13 9.922 1326 1331 1336 rBvV 619066 757671 31.07% 4.026%
14 10.016 1341 1347 1354 rBV 140105 215998 8.86% 1.148%
15 10.710 1459 1465 1479 rBV 1123040 1407738 57.74% 7.480%
16 11.410 1579 1584 1591 rBV 506404 687244 28.19% 3.652%
17 11.933 1665 1673 1684 rBV3 71099 116138 4.76% 0.617%
18 12.021 1684 1688 1697 rVB3 14222 27378 1.12% 0.145%
19 12.616 1783 1789 1795 rBV 51319 68645 2.82% 0.365%
20 12.716 1802 1806 1813 rBV2 18551 28047 1.15% 0.149%
21 12.845 1819 1828 1834 rBV 47284 78216  3.21% 416%

22 12.992 1848 1853 1858 rBV 1425974 1777244 72.89%
23 13.474 1930 1935 1942 rBV 74262 107477 4.41%
24 13.898 2001 2007 2020 rBV2 62403 113157  4.64%

woouwoe
w1
~N
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S

25 14.045 2026 2032 2043 rVB 438979 631228 25.89% 354%
26 14.521 2109 2113 2118 rBV3 17837 29384 1.21% 0.156%
27 15.086 2205 2209 2219 rVB 24698 56959  2.34% 0.303%

28 15.515 2276 2282 2288 rBV = 267972 403230 16.54% 2.142%

Sum of corrected areas: 18820765
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Aug 2024 18:56
: RC/JU
: P3735-07

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
BF139194.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF139194.D\data.ms
5.510
6.516
1500000
2.210 7.451
1000000
500000 6.892
3.410 5.116 6.710 77
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\TY—[V’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF139194.D\data.ms
9.245
1500000 12.992
10.710
1000000
8.169 9922 11.410
500000
8.481 016
0 i L 113301 126362684
T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T ‘ T T T ‘ T L T ‘ T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139194.D\data.ms
1500000
1000000
500000 14.045
15.515
13.474  13.89 /\\‘,\,_ﬁ\,,\_ﬁ¥_,“,_,,ﬁ,,\,¥,\4~k¥ﬁ,
O \J‘le\ T ‘ T \]_4.’52\1 T T T 1‘5.(\)8/§\_~/\\/\‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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.
2.210 63.68 ng 1830200 1,4-Dichlorobenzene-d4 6.892
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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 20 (2.210 min): BF139194.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1

87.1 T ‘ T ‘ L B ‘ L

‘ 91 2.20 240 2.60
bbbl B2 m/z 43.05  40.50%

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
2.20 240 2.60
43.0 o
87.0 m/z 55.10  27.23%
29.
O \H‘H\\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘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 T
2.20 240 2.60
5000 41.0 55.0 m/z 87.10 25.71%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- i B A e
30.0 2.20 240 2.60
m/z 41.05 13.40%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 (S)-(+)-1,2-Propanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.410 4.35 ng 125045 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 224 (3.410 min): BF139194.D\data.ms (-217) (-) m/z 45.10 100.00%

481
5000 /k
REaas N R RS o
380 61.0 3.00 3.20 3.40 3.60 3.80
O rrprrreprerprerepe—prrrpre—— e H e m/z 43.10  19.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 (L B B R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.50%
0 19.0 ‘?"1\'038.0“‘ 53.0 61.0 750
H‘\\\\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH\\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342IsomnpylAmoho
4:
e
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 6.30%
27.0
19.0
oH"""H"l"‘l_m_l‘!‘l”‘f?ﬂ:!:"""‘Hf?ﬁ”,WW,WW,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R- ()J_ngopanedml N B M W N
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.67%
5000
29.0
0 12000 | w0l s90%0 70 oy
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60 3.80

8270-BF082724.M Wed Aug 28 05:46:08 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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.
5.116 5.88 ng 168997 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 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
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 514 (5.116 min): BF139194.D\data.ms (-504) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 U R R R |
‘ 83.0 4.80 5.00 5.20 5.40
Ol et SRSl mjz 59.10 55.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 17.91%
O\\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e EARREEESS ST
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.84%
29.
‘ ‘ 87.0
b 220 L WLl me [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester e RBaEEEETE S S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.36%
5000 57.0
29.0
‘ 101.0
oHW‘H"H““H‘“‘1;H‘Hu;‘H‘WHc_‘wuw‘uu_ At iy
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\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.710 2.95 ng 84665 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 36
Abundance Scan 785 (6.710 min): BF139194.D\data.ms (-780) (-) m/z 45.10 100.00%
45.1
5000
59.1
N 540 6.60 6RO 700
104.1 : . . .

0 H_m_HwH‘u‘lu_m‘H‘w“‘H,‘?9‘9”””,”“_” m/z 59.10  34.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \\‘\\/\\\‘\\\\’\\\\‘\\\\‘
31.0 220 6.40 6.60 6.80 7.00
‘ m/z 72.10 22.04%
104.0
0 H‘\\H‘\H}“HH“\‘1!\‘\H\‘H\\‘1‘\‘1\’\\\\‘.\O\H‘\w\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38390: Diethyl carbitol
45.0
AR R Raa
6.40 6.60 6.80 7.00
5000 59.0 72.0 m/z 42.95 14 .60%
31.0
o 15.0 M‘ M 89.0 103.0116.0
e A RA AR ARAR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)-
45.0 6.40 6.60 6.80 7.00
m/z 73.10 12.90%
5000 31.0 59.0
75.0 89.0 ﬂ
oh\\\wuwzo e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.480 3.73 ng 132210 Naphthalene-d8 8.169

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 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1086 (8.480 min): BF139194.D\data.ms (-1081) (-) m/z 94.00 100.00%
94.0
5000
R EARamaaEE T
45.1 65.1 h 1211 1521 8.20 8.40 8.60 8.80

oHH_‘H“MH‘“_Hm‘_m‘wH‘H_MWHWH m/z 77.00  26.54%

miz--> 20 80 100 120 140 160

Abundance #30123 1-Phenoxypropan-2-o

94.0
5000 \\A‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
m/z 78.00 16.53%
66.0 152.0 /
LR s
O\\\\‘\\\\H“\\‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 80 100 120 140 160
Abundance #30139 1-Propanol, 3-phenoxy-
94.0
A RAREEEEEE T
8.20 8.40 8.60 8.80
5000 m/z 152.05 16.35%
152.0
270 660‘ ‘
0b—— “Hw“m“‘ ‘”"“‘Hu“_!‘1‘2‘1‘9”,“‘_”‘
miz--> 20 100 120 140 160
Abundance #19881.Ethan0L2—phen0xy— A EEamaEEE T
94.0 8.20 8.40 8.60 8.80
m/z 45.10 13.19%
5000
138.0
27.0 51.0
o""‘““H“Mw‘H‘?H‘H“W‘HWHHWHWH RS S § N —
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\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 unknownl®.016 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.016 5.70 ng 215998 Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 35
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 10
5 2- Chloropropionic acid, decyl e... 248 C13H25Cl02 086711-78-6 10

Abundance Scan 1347 (10.016 min): BF139194.D\data.ms (-1341) (- m/z 43.10 100.00%
3.1

9.

5000
971 137.1
69.1 —
0 O A 2
O e bl ey e m/Z2 57.10 54.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 o= ‘

10.00
m/z 97.10 40.73%

69.0 1010
O TTTT ‘ TTTT “H‘\ \MH“ T W‘H\ T “h‘\ T \““\ \‘\]\-‘2\‘5\'\()\ ‘ TTT \1‘6\\7\.\0‘ \]\-?}6‘.\0\ T \2‘2\\7\.9

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
T I
10.00
m/z 101.10  40.29%
50001 45 ¢ 7.0 1010
‘ ‘ 144.0
0“M‘uw‘hh‘wwﬂJW"H‘HP‘_“WE‘H"H“H‘W“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl- e
43.0 10.00
59.0 m/z 59.10  38.83%
5000
97.0 140.0
ol 15.0 el A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.38 ng 116138  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Acetamide, N-(4-hydroxycyclohexy... 157 C8H15NO2 027489-60-7 18

Abundance Scan 1673 (11.933 min): BF139194.D\data.ms (-1665) (- m/z 73.10 100.00%

430 731
‘ 12.00
1 .
0 WWHE‘H“! m/z 43.05 90.92%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 ‘ ‘
12.00

m/z 60.00 83.02%

157.01850 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
T
12.00
5000 ITI/Z 41.05 72.10%

o

Abundance 126199: Pentadecanoic acid |
43.0 73.0 12.00

5000 129.0
199.0
e e T
15.00 || i il HH I \m ul L ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

3+

129.0
‘ ‘ 171.0 2140
‘H‘wumhw$“HMM?‘kuuwhwuuw‘huw‘»wu‘_HW‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
i i I
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56

Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

TIC Integration Parameters:

ry ¢ C:

\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 9-

Octadecenamide, (Z)-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.474  3.41ng 107477 Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (z)- 281 Cl8H3SNO 000301-02-0 99

2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 1-Phenyl-9-thioureido-3,6-diazah... 302 C16H22N4S 153464-71-2 53
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1935 (13.474 min): BF139194.D\data.ms (-1930) (- m/z 59.10 100.00%
59.1
5000
‘ 13.50
o UG B3, ar0g 2202 302a L R
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.10 42.23%
oL “ U‘ ‘\HH H‘ \M\‘ W\ HH %4??‘ ‘18‘4‘0‘ ; ‘2‘38“0 ‘2‘8“1"0‘ .
miz--> 100 150 200 250 300
Abundance #142060: Hexadecanamide
59.0
——
13.50
5000 m/z 41.05 38.90%
128.0
0L 27,00 1| 950 "1 1700 2120 2550
el e
m/iz--> 50 100 150 200 250 300
Abundance #201846: 1-Phenyl-9-thioureido-3,6-diazahomoadamantg e
72.0 13.50
m/z 43.05 26.54%
5000
302.(
112.0 1700 2270
ob—— — HLH\HM\HM‘ M‘ ‘\H H“M ”\M ‘\ \“\ hH ‘m\‘\“‘ " 2\‘6?'(‘)“ ‘h‘ -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : 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 10 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.898 3.59 ng 113157  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91

Abundance Scan 2007 (13.898 min): BF139194.D\data.ms (-2001) (- m/z 57.05 100.00%
571.0

111

g

5000
u“

1350 14.00
1 2301
ol hd h@Wmeuu‘uw"u‘?gﬁq““““w““ m/z 43.05 91.19%

miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0

5000 — —
11.0 13.50 14.00

m/z 55.05 78.42%

O T \“\ ‘ " ‘% ‘l “‘ ‘h “\ \ T ‘ f\2\3? ‘0\2\8\4: 9\ T ‘ L ’ \4\3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0

— ——
13.50 14.00
5000 11.0 ITI/Z 83.10 62.58%
: !,l Loy meo
m/z--> 50 100 150 200 250 300 350 400
Abundance #275085: Octadecy! trifluoroacetate — —
57.0 13.50 14.00
m/z 69.05 59.13%
0 J \‘ | H ‘l \ “ \h 168 0 224.0 297 0 348.0
iy A e e P P
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.086 2.83 ng 56959  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87
2 Benzo[e]pyrene 252 C20H12 000192-97-2 87
3 Benzo[a]pyrene 252 C20H12 000050-32-8 87
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2209 (15.086 min): BF139194.D\data.ms (-2205) (- m/z 252.10 100.00%
25p.1
5000
126.0 is‘oo‘/‘k‘ |
69.0 99 175.1 2251 M ‘
399 890 Oy i AT ST M 28LY /7 g5e.65  25.73%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138568: Benzol[b]fluoranthene
252.0
5000 A /\ ‘ \A
15.00
126.0 m/z 253.10 21.83%
oL 630 990 a0 2240 |
\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘H
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
250.0 A/\ A
ANTNATVRATRA
15.00
5000 m/z 126.00 11.50%
125.0
oL 630 980, | 1740 2240 |
A e e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 m /\
Abundance #138555: Benzo[a]pyrene ﬁ ﬂ ‘ ﬂ
252.0 15.00
m/z 251.10 9.23%
5000
126.0
ol 630 990 | 1740 2240 Mﬂ
A AR Eae e A RASARRARRARY bl Ll
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139194.D

Acqg On : 27 Aug 2024 18:56
Operator : RC/JU

Sample : P3735-07

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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... 2.210 63.7 ng 1830200 1 6.892 574776 20.0
(S)-(+)-1,2-Pro... 3.410 4.3 ng 125045 1 6.892 574776 20.0
2-Pentanone, 4-... 5.116 5.9 ng 168997 1 6.892 574776 20.0
Ethanol, 2-(2-e... 6.710 3.0 ng 84665 1 6.892 574776 20.0
1-Phenoxypropan... 8.480 3.7 ng 1322106 2 8.169 708678 20.0
unknown10.016 10.016 5.7 ng 215998 3 9.922 757671 20.0
n-Hexadecanoic ... 11.933 3.4 ng 116138 4 11.410 687244 20.0
9-Octadecenamid... 13.474 3.4 ng 107477 5 14.045 631228 20.0
Heptadecyl hept... 13.898 3.6 ng 113157 5 14.045 631228 20.0
Benzo[e]pyrene 15.086 2.8 ng 56959 6 15.515 403230 20.0
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