LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc :

ALS Vvial : 20 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138534.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 6 13 19 rVB 1604735 2105453 89.88% 9.847%
2 3.387 219 221 230 rBV 50600 96931 4.14% 0.453%
3 5.087 507 510 516 rVB 141533 163392 6.97% 0.764%
4 5.492 574 579 582 rBV 2354570 2105603 89.88%  9.848%
5 6.498 745 750 753 rBV 2280294 2123388 90.64% 9.931%
6 6.687 779 782 788 rBV 39148 37512 1.60% 0.175%
7 6.863 808 812 815 rBV 787165 598080 25.53% 2.797%
8 7.428 902 908 911 rBV 1461062 1429094 61.00% 6.684%
9 7.675 947 950 955 rVB 52585 40773 1.74% 0.191%
10 8.145 1025 1030 1032 rBV 875242 783824 33.46%  3.666%
11  8.163 1032 1033 1037 rVB 40333 25101 1.07% 0.117%
12 8.451 1079 1082 1095 rVB 116609 128460 5.48% 0.601%
13 9.216 1207 1212 1215 rBV 2514692 2342619 100.00% 10.956%
14  9.898 1324 1328 1331 rBV 917432 768318 32.80%  3.593%
15 9.998 1339 1345 1353 rBV 1048418 1393428 59.48% 6.517%

16 10.680 1457 1461 1465 rBV 1137028 1086865 46.40%
17 10.804 1478 1482 1489 rVB4 19416 32265 1.38%
18 11.380 1576 1580 1582 rBV 776897 638255 27.25%
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19 11.404 1582 1584 1587 rVV 151296 119349 5.09% 558%
20 11.457 1590 1593 1595 rVB 31656 30393 1.30% 142%
21 11.880 1662 1665 1667 rBV 29095 30573 1.31% ©0.143%
22 11.904 1667 1669 1677 rVV3 232755 229462 9.80% 1.073%
23 11.992 1681 1684 1686 rBV2 39939 41561 1.77% 0.194%
24 12.074 1696 1698 1701 rBV2 20060 24420 1.04% ©.114%
25 12.227 1722 1724 1727 rBV2 22346 27649 1.18% ©.129%
26 12.357 1743 1746 1748 rBV2 41660 40893 1.75% 0.191%
27 12.433 1756 1759 1762 rBv4 38983 51476 2.20%  ©0.241%
28 12.469 1762 1765 1769 rVV4 61615 100391 4.29% 0.470%
29 12.516 1771 1773 1776 rVB2 47994 42078 1.80% 0.197%
30 12.592 1783 1786 1794 rBV 344939 363597 15.52% 1.701%

31 12.692 1800 1803 1807 rBV5 59331 84653 3.61%
32 12.821 1820 1825 1830 rBV 328902 404759 17.28%
33 12.868 1830 1833 1839 rVV3 64565 108932  4.65%
34 12.968 1845 1850 1856 rBV 1780276 1777004 75.86%
35 13.192 1885 1888 1890 rBV 89028 107923  4.61%
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36 14.015 2025 2028 2031 rBV2 515420 563442 24.05% 2.635%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.045 2031 2033 2035 rVB 178800 128799 5.50% 0.602%
38 15.057 2202 2205 2212 rVB 193383 361437 15.43% 1.690%
39 15.357 2254 2256 2263 rVB 105736 132234 5.64% 0.618%
40 15.421 2264 2267 2273 rVB 114980 158175 6.75% ©.740%

41 15.486 2274 2278 2286 rVB 390508 552583 23.59% 2.584%

Sum of corrected areas: 21381144
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
2500000 TIC: BF138534.D\data.ms

5.492 6.498

2000000
2.163
1500000 7.428

1000000
6.863

500000

5.087
3.387 6.687 7.67

N i
UL L L L B L L I L L I L L L L L L B i T

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance : . .
2500000 0.916 TIC: BF138534.D\data.ms

o

12.968
2000000

1500000

10.680
9.998

1000000 8.145 9.89

11.380

500000

13.19
ob——"— —— = ———

=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 .

2500000 TIC: BF138534.D\data.ms

2000000

1500000

14.015

1000000

500000

0 T ‘ 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\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
2.163 70.41 ng 2105450 1,4-Dichlorobenzene-d4 6.863

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 13 (2.163 min): BF138534.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000 43.1 A
RN AR aEEAE e
‘ J 881 2.202.302.402.502.60
O L BB I 881 h, 4310 47.48%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T[T T[T T [TT1

43.0 2.202.302.402.502.60
m/z 55.05 33.23%

27.0 ‘ 8%.0
O T ‘ L ‘ T “1 T “ T \ \ ’ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2.202.302.402.502.60

5000 55.0 m/z 87.10 25.80%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL B REAREEEA S e
73.0 2.202.302.402.502.60

m/z 41.10 16.02%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.387 3.24 ng 96931 1,4-Dichlorobenzene-d4 6.863

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

Abundance Scan 221 (3.387 min): BF138534.D\data.ms (-219) (-) m/z 45.10 100.00%

481
5000 [\\
T e
280 610 3.00 3.20 3.40 3.60 3.80
O Frrprrrrr e A b e m/z 43,100 19.62%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000

3.00 3.20 3.40 3.60 3.80
m/z 44.10 5.94%

100 30380 | 530610 750
\\‘HH‘\\\\‘\\H‘\\H‘HH‘HH‘HH‘HH\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0

3.00 3.20 3.40 3.60 3.80

o

5000 m/z 61.00 5.52%
29.0
ol 200, 80 52010 | 00
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol ‘HHWH_HA‘,HHW
45.0 3.00 3.20 3.40 3.60 3.80

m/z 57.10 3.08%

5000

31.0
1901380/ 520 610690760 I |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.087 5.46 ng 163392 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 510 (5.087 min): BF138534.D\data.ms (-507) (-) m/z 43.05 100.00%
3.0
59.1
5000
o ARERARRE RS R
| 61 101.1 4.80 5.00 5.20 5.40
0 e e - M/z 59.18 0 52.13%
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 B L BN L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.22%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A mmm
4.80 5.00 5.20 5.40
5000 m/z 58.05 14 .38%
41.0
27.0 101.0
Obererrrrrprr el 739800 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.29%
5000 83.0
41.0 101.0
27.ﬁ
0 ‘H""“"“1‘H‘MMH“"1”iH‘ui‘m‘mu‘mwuwmw
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\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 7
R.T. EstConc Area Relative to ISTD R.T.
8.451 3.28 ng 128460 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 50
5 tert-Butyl phenyl carbonate 194 C11H1403 006627-89-0 47

Abundance Scan 1082 (8.451 min): BF138534.D\data.ms (-1079) (-) m/z 94.05 100.00%

94.0
5000
77.0

45.1 Huwm,uwmwm
152.1

8.20 8.40 8.60 8.80
MJ\‘\ | “ | Jll&l 9
0 “““‘u‘ "“‘““‘u“““q“““““ m/z 77.05 26.21%

m/z--> 20 100 120 140

Abundance #30125 1- Phenoxypropan -2-0
94.0

5000 \m‘\m,\m‘\m‘m

8.20 8.40 8.60 8.80
45.0 77.0 152.0 m/z 45.10 19.08%

O T \ ‘2\ \? T ““\‘ T ‘\ \“‘ WH\ T \M“ T \‘\ ‘ \‘! \]-]\.?.\()\ T ‘ T \‘\ ‘
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0

8.20 8.40 8.60 8.80

5000 m/z 78.10 16.93%
77.0 152.0
70 s || o
0 “ e
m/z--> 20 100 120 140
Abundance #19881: Ethanolz phenoxy- ““‘H“,“H“‘H“‘
94.0 8.20 8.40 8.60 8.80

m/z 108.00  15.59%

5000
77.0 138.0

0 \\\‘\H\“i‘\‘\“m‘HH\\H“\H‘\‘\‘\H‘HH“HH HH‘M\,\}\L\\WH‘M
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\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.998 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.998 36.27 ng 1393430  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 16
2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
4 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 10
5 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10

Abundance Scan 1345 (9.998 min): BF138534.D\data.ms (-1339) (-) m/z 43.05 100.00%

43.0
5000
97.1 1372
691 10.00
197.2 .
(W — H‘ ‘ “‘\“ Modo ‘ 0L m/z 57.85 52.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109018: trans-5-1sopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000 112.0 10.00
71.0 m/z 59.05 37.03%
139.0
Orrr T \‘i“l‘\ \“1““ T ‘\“h \“H”\ \‘H‘ \‘\“\‘\ ‘H\“\ T \‘u Tt \‘:‘L\G%.\O‘ \1\9\\5‘0\\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
——
69.0 10.00
5000 m/z 97.10 36.52%
97.0 140.0
0 ‘1‘5‘-?“:“” HM‘M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester ——
43.0 10.00
m/z 101.10 36.28%
5000
101.0
150‘ ‘
0“M‘M‘M‘mwu‘w‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘Hw T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.904 7.19 ng 229462  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1669 (11.904 min): BF138534.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1
73.0
5000
192.1
129.1
——
1 ‘ 12.00
Obrrerrre Al ‘H‘H‘ u% e MNH“H‘Ju‘u“‘2‘2‘?‘?‘%??‘1 m/z 60.00  89.04%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 73.05 85.31%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
=
12.00
5000 m/z 41.10 80.22%
129.0 242.0
199.0
LA e | Ao
Y S 19 S VR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 57.10 77 .47%
5000
129.0
185.0 228.0
1
“ \“\ u‘u‘ H“ HM‘ ?H M‘\ ol ?\u‘ |
O bbb ottt phbee e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.469 3.15 ng 100391  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 55
2 Undecane 156 C11H24 001120-21-4 49
3 Octacosane 394 (C28H58 000630-02-4 49
4 Heptacosane 380 C27H56 000593-49-7 46
5 Hexadecane 226 C16H34 000544-76-3 46
Abundance Scan 1765 (12.469 min): BF138534.D\data.ms (-1762) (-} | m/z 57.10 100.00%
57.1
5000 M
189.1 ——
9.2 1412 ‘ ‘ 12.50
oLl ‘u\\\h“h\ww“ u‘\h \\‘ n\ u‘\w‘h‘\‘hu ‘V“ ‘2‘3‘1‘22‘7‘4‘%‘ A m/z 43.10 76.19%
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 T
12.50
m/z 71.10 58.65%
O T \“\ ‘\““ T “U \“‘\ h“ \“‘ \1\4.\1-‘0\]-\8\3\0‘\ 1T ‘2\6§ \0\ ‘ T T ‘ T T 1T
miz--> 50 100 150 200 250 300 350
Abundance #33079: Undecane
57.0
——
12.50
5000 m/z 85.10 45.78%
156.0
015-4%,
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 12.50
m/z 41.10 25.18%
5000 MWNW
ol 11 H | 141 0183.0225.0 281.0 337.0 394.
‘““““_“‘“““““_“““““““ —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.692 2.65 ng 84653  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 42

Abundance Scan 1803 (12.692 min): BF138534.D\data.ms (-1800) (- m/z 73.10 100.00%

74.1
5000 129.0 202.1

241.1 T T

284.3 12.50 13.00
0“\\‘ I ‘WwWMwM wﬂ\““““‘ m/z 60.10 99.16%
mi/z--> 50 100 150 200 250 300 350 ﬂ
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 12,50 13.00
bg m/z 43.10 99.02%

. 185.0 549 284.0
O' ‘“M‘ m \“‘\ \‘ \‘\ ‘ T \‘\ \‘ ‘ T \‘\ ‘ T T T ‘ 1T
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
T —
12.50 13.00
5000 1290 m/Z 57.19 77.6800
H 171.0 213.0 256.0
oL~ ‘ H‘\ \\h”\ \u‘\ u \ “ “ “‘ l ““\‘ , “\‘ P
m/z--> 5 lOO 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— —
43.0 12.50 13.00

m/z 55.10 70.87%

5000 2840
3.0 129 0
| 1850 2410

ok \‘\\‘ uhH M\ gl ‘ . ‘ 372,

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.83 ng 107923  Chrysene-di12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 1888 (13.192 min): BF138534.D\data.ms (-1885) (- m/z 57.10 100.00%
57.1
5000
9.1 13.00 13.50
1411 222.1 ) : .
ol A dy S8-l1822222 126313043 m/z 43.10  62.36%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —r —
13.00 13.50
m/z 71.10 57.73%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 44.02%
9.0
0 L] |14 1410183.02250267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 13.00 13.50
m/z 55.10 28.48%
5000
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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@ Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.357 4.79 ng 132234  Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2256 (15.357 min): BF138534.D\data.ms (-2254) (- m/z 252.15 100.00%
25p.2
- =
651 12‘5-1 1051 15.00 15.50
o440 Bl 1981, 2953 34623875 ., 25p.10  31.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 - e
15.00 15.50
m/z 253.10 24.58%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— —5
15.00 15.50
5000 m/z 125.10 14.58%
126.0
o 8oyl oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 251.10 10.89%
5000
126.0
0390 87.0 ‘\\ 2000, |
A P R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071124\
Data File : BF138534.D

Acqg On : 11 Jul 2024 20:52
Operator : CG\JU

Sample : P3208-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.163 70.4 ng 2105450 1 6.863 598080 20.0
(S)-(+)-1,2-Pro... 3.387 3.2 ng 96931 1 6.863 598080 20.0
2-Pentanone, 4-... 5.087 5.5 ng 163392 1 6.863 598080 20.0
1-Phenoxypropan... 8.451 3.3 ng 128460 2 8.145 783824 20.0
unknown9.998 9.998 36.3 ng 1393430 3 9.898 768318 20.0
n-Hexadecanoic ... 11.904 7.2 ng 229462 4 11.380 638255 20.0
Nonadecane 12.469 3.1 ng 100391 4 11.380 638255 20.0
Octadecanoic acid 12.692 2.6 ng 84653 4 11.380 638255 20.0
Octacosane 13.192 3.8 ng 107923 5 14.021 563442 20.0
Benzo[e]pyrene 15.357 4.8 ng 132234 6 15.486 552583 20.0
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