LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126263.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 15 rVB 661801 668787 12.80% 1.516%
2 2.216 18 22 31 rVB 84366 115812 2.22% 0.262%
3 5.028 493 500 511 rVB 1095322 1392772 26.65% 3.156%
4 5.434 563 569 572 rBV 4488831 4913478 94.00% 11.134%
5 5.828 633 636 640 rVB 173580 142759 2.73% 0.323%
6 6.098 679 682 686 rBV 334623 278713 5.33% 0.632%
7 6.439 734 740 745 rBV 4122621 5226885 100.00% 11.844%
8 6.575 757 763 768 rVB 151929 139373 2.67% 0.316%
9 6.775 793 797 800 rBvV 181174 151481 2.90% 0.343%
10 6.816 800 804 807 rBV 1577590 1350593 25.84% 3.061%
11  7.375 893 899 902 rBV 3178988 3488327 66.74% 7.905%
12 7.586 931 935 940 rBV2 52124 54305 1.04% 0.123%
13 8.004 1002 1006 1017 rBV 423270 509332 9.74% 1.154%
14 8.098 1017 1022 1025 rBV 2238046 1928909 36.90% 4.371%
15 8.433 1075 1079 1084 rBV 43954 53949 1.03% 0.122%
16 8.675 1115 1120 1122 rBV 139992 115737 2.21% 0.262%
17 9.175 1200 1205 1208 rBV 4910516 5003498 95.73% 11.338%
18 9.263 1217 1220 1224 rBV2 72103 74978 1.43% 0.170%
19 9.680 1287 1291 1299 rBV5 71715 189042 3.62% 0.428%
20 9.851 1312 1320 1324 rBV 2399397 2048620 39.19% 4.642%
21 10.263 1387 1390 1393 rBV2 153806 145957 2.79% 0.331%
22 10.639 1449 1454 1457 rBV 2835534 2598593 49.72% 5.889%
23 10.857 1487 1491 1495 rBvV2 51176 61706 1.18% 0.140%
24 11.210 1544 1551 1560 rVB5 81425 153130 2.93% 0.347%
25 11.304 1563 1567 1569 rBV 196192 177931 3.40% 0.403%
26 11.333 1569 1572 1575 rVV 2047049 1897721 36.31% 4.300%
27 11.4e4 1579 1584 1587 rVB4 85987 116129 2.22% 0.263%
28 11.504 1598 1601 1608 rVB 131247 146031 2.79% 0.331%
29 11.639 1622 1624 1630 rVB6 45496 60636 1.16% 0.137%
30 11.739 1637 1641 1644 rVB 228605 208110 3.98% 0.472%
31 11.798 1647 1651 1654 rBV4 45349 75947 1.45% 0.172%
32 11.869 1660 1663 1666 rBV 276794 270826 5.18% 0.614%
33 11.904 1666 1669 1672 rVB 182263 171812 3.29% 0.389%
34 11.945 1672 1676 1678 rBV2 49413 60357 1.15% ©.137%
35 12.045 1689 1693 1697 rVB3 46818 57613 1.10% 0.131%
36 12.121 1704 1706 1710 rBV3 62422 62666 1.20% 0.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.321 1737 1740 1743 rBV2 73816 78630 1.50% 0.178%
38 12.380 1747 1750 1754 rVwVv2 82356 90095 1.72% 0.204%
39 12.439 1758 1760 1763 rVB2 69654 59324 1.13% 0.134%
40 12.545 1775 1778 1780 rBV 253928 210559 4.03% 0.477%
41 12.574 1780 1783 1788 rVB2 43634 53419 1.02% 0.121%
42 12.774 1811 1817 1821 rBV 204054 249833 4.78% 0.566%
43 12.927 1838 1843 1846 rBV 3734988 3890218 74.43% 8.815%
44 13.357 1913 1916 1918 rBV 70255 71101 1.36% 0.161%
45 13.404 1922 1924 1928 rVB2 69506 72918 1.40% 0.165%
46 13.545 1945 1948 1951 rVB 77017 79116 1.51% 0.179%
47 13.580 1951 1954 1956 rBV2 63817 54366 1.04% 0.123%
48 13.851 1997 2000 2006 rBV 220636 379308 7.26% 0.860%
49 13.904 2006 2009 2016 rVB 318873 344441 6.59% 0.781%
50 13.968 2016 2020 2023 rBV 1275756 1234924 23.63% 2.798%
51 14.068 2031 2037 2042 rBV 565327 697841 13.35% 1.581%
52 14.251 2063 2068 2078 rVB7 80239 185212 3.54% 0.420%
53 14.498 2108 2110 2115 rVB5 39437 54158 1.04% 0.123%
54 14.757 2152 2154 2161 rVB 60123 69823 1.34% 0.158%
55 14.833 2164 2167 2170 rVB 50853 58552 1.12% 0.133%
56 14.998 2191 2195 2202 rBV 74185 158545 3.03% 0.359%
57 15.092 2207 2211 2218 rVB2 112067 140593 2.69% 0.319%
58 15.292 2242 2245 2250 rVB 65899 73796 1.41% 0.167%
59 15.351 2252 2255 2259 rW 68415 76639 1.47% 0.174%
60 15.415 2261 2266 2271 rVV2 886599 1135463 21.72% 2.573%
61 15.468 2272 2275 2281 rVB 80686 112413 2.15% 0.255%
62 15.898 2344 2348 2353 rVB 100861 136865 2.62% 0.310%
63 16.392 2428 2432 2439 rVB 54990 95688 1.83% 0.217%
64 16.833 2503 2507 2514 rVB2 31996 65359 1.25% 0.148%
65 16.980 2528 2532 2541 rVB3 42636 87875 1.68% 0.199%
Sum of corrected areas: 44129589
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Dec 2021 19:51

. M5097-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
BF126263.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126263.D\data.ms
5.434
6.439
4000000
7.375
3000000
2000000
6.816
5.028
1000000
116
6.098
216 5.828 6.57%.7]15 7586
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\j\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF126263.D\data.ms
9.175
4000000 12.927
3000000 10.639
8.098 9.851
2000000
1000000
8.00. Jﬁﬁ\
8.675 10.263
ol UL 8ass?R RS 9680\ o II08ST AR R S SR L
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: BF126263.D\data.ms
4000000
3000000
2000000
13.968
1000000
. 14.25114. 49814 4584159899 288168  15.898 16.392  16.888980
0 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 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\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 3

R.T. EstConc Area Relative to ISTD R.T.
2.116 9.90 ng 668787 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (2.116 min): BF126263.D\data.ms (-3) (-)

m/z 73.05 100.00%

73.0
5000
43.0
55.0 87.0
R e RRRARS
‘ ‘ 2.202.30 2.40 2.50
bbbl m/z 43.00 35.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T[T T[T r[rrrr]
43.0 2.202.302.402.50
"~ 55.0 87.0 m/z 55.80  26.25%
ol T
O‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl-
73.0
AR
2.202.302.402.50
5000 m/z 87.05 23.87%
45.0
o 210 || 570 || 86.0 990 1150
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: 1,3-Dioxolane, 2-methyl- RARRRsRsaRsssasEIESES
73.0 2.202.302.402.50
m/z 71.10 10.36%
5000 43.0
58.0
o‘mw:““mwu‘wmwwmw“‘mww‘mw S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 20.62 ng 1392776  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 500 (5.028 min): BF126263.D\data.ms (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 L L I L B I LA B
83.0 4.80 5.00 5.20 5.40
Ot 10 S m/z 59.80  55.87%
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 B I L I LN L
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 18.39%
0 \\\‘\f‘f‘f‘\\I‘SVMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RS
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.80%
20.0 101.0
O o bl 730,880
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- T ARREEEEEEY
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.19%
5000
41.0
29.0 101.0
O ettty 730, 880 A
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\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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-methoxy-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.828 2.11 ng 142759 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 12
3 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 2,3-Pentanedione 100 C5H802 000600-14-6 9
Abundance Scan 636 (5.828 min): BF126263 D\data.ms (-633) (-) m/z 43.00 100.00%
43.0
5000
P S T
56.0 100.0 115.1 5.60 5.80 6.00 6.20
Ol b 880 T L myz 73.10 91.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L B I B I LR U
5.60 5.80 6.00 6.20
m/z 115.10 10.78%
150 290 || 56.0 100.0 1150
O \\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\}\’\\\\’\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
A\\\\‘\\\\’\\\\‘\\n\\‘\\\
5.60 5.80 6.00 6.20
5000 m/z 41.10 10.43%
27.0 43.0
0 L 5?‘0 ., 86.0 101.0115.0
e b e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10051: 3-Methoxy-3-methylbutanol
73.0 5.60 5.80 6.00 6.20
m/z 100.00 6.60%
5000
41.0
‘ 103.0
0 ‘wHm_m?“‘H‘MMu,w,‘mwwwwww SN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.098 4.13 ng 278713  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 96
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OH16 004889-83-2 91

4 (+)-3-Carene 136 C1OH16 000498-15-7 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 91

Abundance Scan 682 (6.098 min): BF126263.D\data.ms (-679) (-) m/z 93.00 100.00%

3.0

5000
77.0
e e
‘ﬁ 0 . ‘ 1211 5.80 6.00 6.20 6.40
om,HHM Lo e L TES wyz 91.ee 38.41%

m/z--> 20 60 80 100 120 140
Abundance #18190: (1R) -2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene

93.0

A

5000 R e AREEaEsmae
5.80 6.00 6.20 6.40
77.0 m/z 92.00 35.38%

41.0 ‘ 121.0136 0

0 \1\5\0’ T ‘\‘ T “M\ \56\ Tl \ “‘ T “\ T \“‘\ T "‘ T T .‘ T

m/z--> 20 100 120 140
Abundance #18035. .aIpha.—Pinene

93.0

5.80 6.00 6.20 6.40

5000 m/z 77.00  30.26%
77.0
i ‘ 121'0136.0
ol 280 Il gsoy U ol TR
miz--> 20 40 60 80 100 120 140
Abundance #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- R RRRRE RER RN RESTERS
93.0 5.80 6.00 6.20 6.40

m/z 79.00  22.69%

5000

41.0
121.0
L H\ WL M\“ ‘\ L \ 136.0 A

m/z--> 20 0 100 120 140 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 .beta.-Myrcene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.575 2.06 ng 139373  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Myrcene 136 C10H16 000123-35-3 91
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 64
3 Ethanone, 1-cyclopropyl-2-(4-pyr... 161 C1OH11NO 006580-95-6 59
4 .beta.-Pinene 136 C10H16 000127-91-3 49
5 Pyridine, 2-propyl- 121 C8H11N 000622-39-9 38
Abundance Scan 763 (6.575 min): BF126263.D\data.ms (-757) (-) m/z 93.00 100.00%
41.0 93.0
69.1
5000 fk
e A RARERREES S

‘ H ‘ 1210 6.20 6.40 6.60 6.80

0 ““‘;W‘Wh‘ﬂhh‘ﬂ“lh,‘w e m/z 41.00 96.05%

m/z--> 20 40 60 80 100 120 140 160
Abundance #18031: .beta.-Myrcene
69.0 93.0
41.0
L

5000 e SeRE
6.20 6.40 6.60 6.80

m/z 69.10 83.19%

Log e

0 ‘\‘\‘\\i”\\“\”\“\““\\‘l‘\\“\’\”\\\“\\\‘\‘\\\\’\\

miz—> 20 40 60 80 100 120 140 160

Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0

6.20 6.40 6.60 6.80

5000 41.0 m/z 91.00 21.55%
69.0
‘ H 121.0
0 “M“yh‘wh‘ﬂw"w“hu,u““““““‘,“
miz--> 20 40 60 80 100 120 140 160 |
Abundance #37058: Ethanone, 1-cyclopropyl-2-(4-pyridinyl)- e R RamE S SRS
69.0 93.0 6.20 6.40 6.60 6.80

m/z 39.00  21.25%

5000 41.0
ol I 1320 1610
SRR NS 1V S | BESRE.  B e

m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 6 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.004 5.28 ng 509332  Naphthalene-d8 8.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Ethanol, 1-(2-butoxyethoxy)-

162 C8H1803
162 C8H1803

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 Ethanol, 2-[2-(2-methylpropoxy)e...

162 C8H1803

5 3,3-Dimethylbutane-2-0l

102 C6H140

000112-34-5 90
054446-78-5 83
004439-24-1 59
018912-80-6 56
000464-07-3 53

Abundance Scan 1006 (8.004 min): BF126263.D\data.ms (-1002) (-) m/z 57.10 100.00%

57.1
5000

75.0 [T T[T T T[Tt

1011 7.60 7.80 8.00 8.20 8.40
0 ““‘H%%ﬁu‘dwu‘wh‘ﬁﬁ‘mh“‘,}???““‘,“‘ m/z 45.00 93.75%
miz-> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- k
57.0
5000 A A AR A
29.0 7.60 7.80 8.00 8.20 8.40
750 m/z 41.00  34.94%

O L ‘ \‘\“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 18.81%

29.0 75.0
100.0
. w‘u M M WD 1820 1630
miz--> 20 40 60 80 100 120 140 160

Abundance #10089: Ethylene glycol monoisobutyl ether e EEEaEER RS
57.0 7.60 7.80 8.00 8.20 8.40

m/z 56.00 16.40%

5000
29.0 75.0
e 2000

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Hexadecanoic acid, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.739 2.19 ng 208110  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 81
Abundance Scan 1641 (11.739 min): BF126263.D\data.ms (-1637) (- m/z 74.00 100.00%
74.0
5000
43.0
143.1 L, T
11.50 12.00
171.1199.12272 5701
0 ‘:‘H‘H?’_OM“Hwwwww‘wM,HQ‘, m/z 87.00 67.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 Aoy iy /‘@‘ ‘
43.0 11.50 12.00
143.0 m/z 43.00 27.36%
‘ ‘ \‘ 1110 1850 2270 270C
O \\\‘\!‘\\“\\\\“\\“\‘\“MH“\\‘\‘\‘H‘\\‘\\\\‘H‘H‘\‘\H‘HH‘HH‘\\H’H‘H’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143572: Pentadecanoic acid, methyl ester
74.0
—— —
11.50 12.00
5000 m/z 55.00 24.92%
43.0
430 213.0 256.0
bk 20, T 220 2560
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126210: Methyl tetradecanoate T —
74.0 11.50 12.00
m/z 41.00 18.52%
5000
43.0
H ‘ 143.0 199.0 242.0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF121521.M Wed Dec 22 15:58:37 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.868 2.85 ng 270826  Phenanthrene-di10 11.333
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18

Abundance Scan 1663 (11.869 min): BF126263.D\data.ms (-1660) (1 m/z 73.00 100.00%

43.0 73.0
5000 129.0
1921 ‘ T \/\\ T ‘ T
‘ “ 157.1 ‘ 227 1 256.1 11.50 12.00
oWw‘i‘m‘u‘Jl‘: H‘w:u‘h”mwww‘u‘em‘w“J“M_H“_m_m‘ m/z 43.e0 93.71%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5 02130  256.0 m/z 59.95 91.20%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
r— =
11.50 12.00
5000 129.0 ITI/Z 57 .00 81.99%
199.0
L e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid I T
3
43.0 73.0 11.50 12.00
m/z 55.00 70.47%
5000 129.0
171.0
214.0
0150? — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF121521.M Wed Dec 22 15:58:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.851 6.14 ng 379308 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan2000(13851num BF126263.D\data.ms (-1997) (- m/z 83.10 100.00%

43.1
5000
25.1 — e
‘ ‘ ‘ 1930 13.50 14.00
ol h Ly 1p2,00030 2471 m/z 55.00  97.90%
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 57.00 89.75%
ALLL L aem0 zam0
0\\‘\‘\““\\‘\\H“\‘\“ ‘1““\”\\\‘\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55,0
97.0
— ——
13.50 14.00
5000 m/z 97.05 88.66%
190 L L LLLL 129 1620 2200 260
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol “ —
430 83.0 13.50 14.00
' m/z 43.10 88.61%
5000
25.0
oL L 0 200 a0 el
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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@ Furan, 2,2'-methylenebis[5-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.904 5.58 ng 344441  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,2'-methylenebis[5-methyl- 176 C11H1202 013679-43-1 59
2 Pisiferanol 302 C20H3002 099152-14-4 53
3 N-(1-(4-methoxy-3-methylphenyl)b... 249 C15H23N02 1010440-75-4 50
4 13-Berbinol, 9,10-dimethoxy-2,3-... 355 C20H21NO5 100101-07-3 47
5 2,4-Diamino-7-methylpteridine 176 C7H8N6 004215-07-0 47

Abundance Scan 2009 (13.904 min): BF126263.D\data.ms (-2006) (-  m/z 176.05 100.00%

176.1
5000
14.00
410~ 910 1280 :
O bbb ey “hw 2211 269130200 j61.05  29.21%
miz--> 50 100 150 200 250 300
Abundance #50686: Furan, 2,2'-methylenebis[5-methyl-
176.0
43.0
5000 T
105.0 14.00
' m/z 163.10 18.78%
O T T ‘\ ‘\‘ ““‘\‘\ HH “‘ H\ \ \J‘Q 0\ T ‘\ T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #202318: Pisiferanol
176.0
P
14.00
5000 ITI/Z 177.05 12.55%
430 115.0 ‘ 302.(
0 — ‘H “‘Kw " H‘\h‘\ \h‘h‘w‘ ‘\h\‘ “ . ‘21‘3‘0‘ . ‘2‘6‘9‘0‘ “.
miz--> 50 100 150 200 250 300
Abundance #134505: N-(1-(4-methoxy-3-methylphenyl)butan-2-yl)pra i P
176.0 14.00
m/z 164.05 9.71%
58.0
5000
135.0
91.0
b Lt L 2s00
m/z--> 50 100 150 200 250 300 14.00

8270-BF121521.M Wed Dec 22 15:58:40 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.068 11.30 ng 697841  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15NO2 1000080-00-3 43
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 38

Abundance Scan 2037 (14.068 min): BF126263.D\data.ms (-2031) (-  m/z 277.10 100.00%

277.1
5000
77.0 201.1

152.0
1400
41. 115.0 ‘ ‘
o "w‘;‘tw‘w,u“w“WuNWLLM‘ 430 L gz 278.10  29.24%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — |
152.0 14.00

m/z 77.00  28.59%

18 95.0
. ‘ ‘ ‘ ‘\ b \H“ ' L “ | ‘Muhr\ 1 ‘\H\‘ r“‘ ‘\‘ . }\ . %39 p — “ —
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

1400
5000 m/z 201.10 24.27%
77.0
15201830
oosso | mso | | w0 |
miz--> 50 100 150 200 250 300
Abundance #169885: 2-Propenoic acid, 2-cyano-3-(3-phenylphenyl)-, e
277.0 14.00
m/z 198.95 21.83%
5000
165.0
203.0
29.0 88.0 ‘ d‘ ‘
Ol g 2280 L LA L 230 L i
miz--> 50 100 150 200 250 300 14.00

8270-BF121521.M Wed Dec 22 15:58:40 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51

Operator Ju/caG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 12 Pisiferol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.251 3.00 ng 185212  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pisiferol

302

2 13-Isopropylpodocarpen-12-0l-20-al 300

3 2-Phenanthrenol, 4b,5,6,7,8,8a,9...
4 2,6-Dichloro-4-methylphenol, tri...
5 (R)-3-Methylene-6-((S)-1,2,2-tri...

286
272
204

C20H3002
C20H2802

024035-36-7 95
024035-37-8 55

C20H300 000511-15-9 38
C9H5C12F302 1000467-44-8 38
C15H24 098093-94-8 30

Abundance Scan 2068 (14.251 min): BF126263.D\data.ms (-2063) (-]

m/z 271.15 100.00%

271.1
69.0 1111 175.1
5000 j\w
R
229.1 14.00 14.50
0 L L m/z e9.05 78.44%
miz--> 50 100 150 200 250 300
Abundance #202315: Pisifero
271.0
5000 — —
189.0 14.00 14.50
m/z 111.05 77 .39%
69.0 . ‘ 290.0 ‘
oL ‘3]‘- -Q P ‘1?7‘\9 1 ‘M‘H l ‘\M‘\‘\ \H “‘ L R ‘30&(
miz--> 50 100 150 200 250 300
Abundance #200002: 13-Isopropylpodocarpen-12-ol-20-al
271.0
—r —
175.0 14.00 14.50
5000 69.0 m/z 175.10  74.81%
128.0 229.0
290 ‘
0L— ‘ ‘H “‘ it M\ ‘\ H ‘H MH‘HH “w‘u ” ‘\\“ “ e 3?4"‘
Miz--> 50 150 200 250 300
Abundance #181948: 2—Phenanthreno|, 4h,5,6,7,8,8a,9,10-octahydro:
175.0 271.0 14.00 14.50
m/z 189.10 68.04%
5000
69.0 133,
200 | L £429
0\\\\““\\“\‘]}‘1‘d‘“ \h‘ H\\‘\‘\‘ ‘\“H““‘ s bt
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF121521.M Wed Dec 22 15:58:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 14 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.48 ng 140593  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2211 (15.092 min): BF126263.D\data.ms (-2207) (- m/z 57.05 100.00%
57.0
99.0 I
252.1 15.00
NI TS T S P
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — ‘
15.00
m/z 85.05 54.73%
99.0
ol b {1y 1410 1830 2250 2670 338
\\\\‘\\\ \\\\’\\\\‘1\\\‘\\\\‘\\\\
mfz--> 100 150 200 250 300
Abundance #168307: 2-Bromotetradecane
57.0
T \
15.00
5000 m/z 43.00 50.50%
99.0
41.0 197.0
ok20 A “H}“,H“u””_m_”‘
miz--> 50 100 150 200 250 300
Abundance #287350: Octadecane, 1-iodo- —— ‘
57.0 15.00
m/z 55.00 20.42%
e WWW
‘ pe.0 155.0 253.0
ol g o0 PO .
m/z--> 50 100 150 200 250 300 15.00

8270-BF121521.M Wed Dec 22 15:58:42 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 15 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.41 ng 136865 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2348 (15.898 min): BF126263.D\data.ms (-2344) (- m/z 57.05 100.00%
57.0
. MM/
1550  16.00
410183122 2267.1 : .
0 u““““”“‘ J“”“‘L The Pkt e AN m/z 71.85 71.41%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — e
15.50 16.00

m/z 43.00 51.26%

obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane

57.0

T
15.50 16.00

5000 m/z 85.10 48.46%
9.0
ol Hh‘ | | | 141.0183.0225.0267.0309.0 367.0
L e A B L S
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane “ ——

57.0 15.50 16.00
m/z 99.05 17.88%

5000
9.0
ol il Ly 141:018302250267.0 3380
A

m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126263.D

Acqg On : 18 Dec 2021 19:51
Operator : JU/CG

Sample : M5097-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.116 9.9 ng 668787 1 6.816 1350590 20.0
2-Pentanone, 4-... 5.028 20.6 ng 1392770 1 6.816 1350590 20.0
2-Pentanone, 4-... 5.828 2.1 ng 142759 1 6.816 1350590 20.0
(1R)-2,6,6-Trim... 6.098 4.1 ng 278713 1 6.816 1350590 20.0
.beta.-Myrcene 6.575 2.1 ng 139373 1 6.816 1350590 20.0
Ethanol, 2-(2-b... 8.004 5.3 ng 509332 2  8.098 1928910 20.0
Hexadecanoic ac... 11.739 2.2 ng 208110 4 11.333 1897720 20.0
n-Hexadecanoic ... 11.868 2.9 ng 270826 4 11.333 1897720 20.0
n-Nonadecanol-1 13.851 6.1 ng 379308 5 13.968 1234920 20.0
Furan, 2,2'-met... 13.904 5.6 ng 344441 5 13.968 1234920 20.0
Triphenylphosph... 14.068 11.3 ng 697841 5 13.968 1234920 20.0
Pisiferol 14.251 3.0 ng 185212 5 13.968 1234920 20.0
Tetracosane 15.092 2.5 ng 140593 6 15.415 1135460 20.0
Octacosane 15.898 2.4 ng 136865 6 15.415 1135460 20.0
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