LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS Vvial : 16 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123530.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 14 24 30 rVB 1086621 1443785 27.19% 2.954%
2 2.334 37 42 47 rBV 196283 232072 4.37% 0.475%
3 5.122 508 516 525 rBV 389308 603527 11.36%  1.235%
4 5.516 576 583 586 rBV 4629735 4951047 93.23% 10.129%
5 6.069 673 677 680 rBV 151458 125302 2.36% 0.256%
6 6.340 715 723 726 rBV 329251 277850 5.23% 0.568%
7 6.516 746 753 756 rBV 4339957 5272160 99.27% 10.786%
8 6.881 812 815 819 rBV 1031502 877740 16.53% 1.796%
9 7.445 905 911 914 rBV 2893122 3534369 66.55% 7.231%
10 7.910 987 990 994 rvVB 91432 87505 1.65% 0.179%
11 8.081 1012 1019 1029 rBV3 30824 79726 1.50% 0.163%
12 8.169 1029 1034 1037 rBV 1335846 1183664 22.29% 2.422%
13 8.745 1126 1132 1135 rBV 88349 75894 1.43% 0.155%
14  9.251 1212 1218 1221 rBV 5913694 5310803 100.00% 10.865%
15 9.363 1233 1237 1245 rVB2 46648 65620 1.24% 0.134%
16 9.586 1267 1275 1278 rBV 112070 92262 1.74% 0.189%
17 9.639 1280 1284 1288 rBV 158857 133159 2.51% 0.272%
18 9.780 1305 1308 1314 rVB2 133713 108321 2.04% 0.222%
19 9.928 1326 1333 1337 rBV 1859925 1537946 28.96% 3.146%

20 10.722 1462 1468 1471 rBV 4917320 5035721 94.82% 10.302%

21 11.275 1556 1562 1567 rBVe 47081 70879 1.33%
22 11.363 1574 1577 1581 rBV 127215 126659 2.38%
23 11.422 1581 1587 1589 rVV 1823772 1717820 32.35%
24 11.439 1589 1590 1593 rVB 150913 96366 1.81%
25 11.880 1660 1665 1668 rBV 194588 208395 3.92%

OO WOoOOe
19
=
D
B

26 11.910 1668 1670 1673 rVV2 93728 106838 2.01%
27 11.957 1673 1678 1688 rVB 1306405 1317964 24.82%
28 12.504 1767 1771 1777 rBV2 684852 704469 13.26%
29 12.633 1787 1793 1795 rBV 237875 212958 4.01%
30 12.674 1795 1800 1807 rVB2 173177 212519 4.00%

OO RrRrNO®
H
N
=
R

31 12.733 1807 1810 1816 rBV2 165477 164922 3.11%
32 12.863 1824 1832 1835 rBV2 164991 176092 3.32%
33 13.016 1853 1858 1861 rVB 5345904 4785479 90.11%
34 13.245 1892 1897 1899 rBV 63279 62975 1.19%
35 13.586 1950 1955 1958 rBV2 58269 68346 1.29%

OO0 UVOEe®
N
O
(]
B

36 13.939 2008 2015 2030 rBV2 465389 1516468 28.55%  3.102%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS Vvial : 16 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-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.063 2032 2036 2039 rBV 1033000 1004825 18.92% 2.056%
38 14.233 2061 2065 2069 rVB 58419 59562 1.12% ©0.122%
39 14.539 2114 2117 2120 rBV 325601 306788 5.78% 0.628%
40 14.580 2120 2124 2132 rBV3 202563 504494  9.50% 1.032%
41 14.857 2165 2171 2175 rBV2 75245 115406 2.17% ©.236%
42 14.939 2181 2185 2192 rVB2 41860 63260 1.19% 0.129%
43 15.004 2193 2196 2202 rVB 151563 166564 3.14% 0.341%
44 15.210 2227 2231 2236 rVB 361976 400662 7.54% 0.820%
45 15.280 2237 2243 2244 rBV2 203737 352130 6.63% ©.720%
46 15.492 2275 2279 2283 rVB 51891 63029 1.19% 0.129%
47 15.562 2285 2291 2295 rVWW 575519 737688 13.89% 1.509%
48 15.598 2295 2297 2306 rVB2 42257 63394 1.19% 0.130%
49 15.810 2328 2333 2339 rBV 158414 218088 4.11% 0.446%
50 16.057 2370 2375 2382 rVB 224613 351447 6.62% 0.719%
51 16.139 2382 2389 2393 rBV5 220323 576972 10.86% 1.180%
52 16.309 2414 2418 2434 rVB7 48440 165021 3.11% ©0.338%
53 16.880 2509 2515 2527 rVB2 132528 255956  4.82% 0.524%
54 17.198 2562 2569 2576 rBV2 81747 181484  3.42% ©.371%
55 17.386 2589 2601 2611 rBV9S 66165 306108 5.76% ©.626%
56 17.745 2654 2662 2663 rBVve 78321 146598 2.76%  ©.300%
57 18.374 2763 2769 2775 rBV8 28768 60309 1.14% ©.123%

58 18.751 2826 2833 2847 rVB1le 66329 202219 3.81% 0.414%

Sum of corrected areas: 48879626
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF033021
BF123530.D

: 30 Mar 2021 19:52

Ju/CaG

: M1832-02

: 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\82
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

- Integrated Chromatogram

\

70-BF032321.M

Abundance TIC: BF123530.D\data.ms
5000000
5.516
6.516
4000000
3000000 7.445
2000000
2.228
1000000 6.681
5.122
334 6.069 6:340
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF123530.D\data.ms
9.451
13.016
5000000 10.722
4000000
3000000
2000000 9.928 11.422
8.169 11.957
1000000 12,504
7.918,0 8.745 0.3639%687780 | 1ipdese LA Ak?f%%@ﬁe 13.24¢
— S S S ¥, il WA e e A S A= R
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: BF123530.D\data.ms
5000000
4000000
3000000
2000000
14.063
1000000 15.562
13.93 :
1 1
13.586 14,233 10980, 4 a00i 8 B0 oo 8106659 5 16.880 17.199.386 17.745 18374 18751
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 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\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 32.90 ng 1443790 1,4-Dichlorobenzene-d4 6.881

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 24 (2.228 min): BF123530.D\data.ms (-14) (-) m/z 73.10 100.00%

73.1
43.0
5000
87.1
T
‘ ‘ 91 220 240 260
Ob oo bl bl e m/z 43.@5 55.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L O L B B ) BB
220 240 260
43.0 o
87.0 m/z 55.10  38.93%
29.
20 | ko |
O \‘H\\‘HH‘f\f\‘\f\‘f‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
220 240 2.60
5000 41.0 55.0 m/z 87.10 27.15%
27.0
0 H\ ‘m \“ I 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- T
73.0 220 240 2.60
m/z 41.05 18.73%
5000
45.0
ol 220 || 590 | ,
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.334 5.29 ng 232072 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 50
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
4 Isoxazolidine 73 C3H7NO 000504-72-3 9
5 4-Penten-2-o0l 86 C5H100 000625-31-0 9

Abundance  Scan 42 (2.334 min): BF123530.D\data.ms (-37) (-) m/z 75.00 100.00%

75.0
45.1
5000
220 240 260
57.0 . - .
103.0
o‘H_HwHH"‘H“1‘”wHu‘uw‘m‘_m_wmw m/z 73.10 68.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 L L B B

220 2.40 2.60
m/z 45.10 60.51%

0 . \‘ ‘ 5\7‘\0 ylil 87.0 103.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4978: Methane, trimethoxy-
75.0
R A R
220 240 2.60
5000 m/z 41.10 42.14%
31.0 470
15.0
o L | s00 | 105.0
R R e A RAARARRRREREREE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- A e
73.0 220 240 2.60
m/z 47.10 34.10%
5000
45.0
29.0
0‘“““"“ﬁhu"H‘J“w"§9{9“‘yeh““““‘;ﬂ%uq““ L L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.122 13.75 ng 603527 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 516 (5.122 min): BF123530.D\data.ms (-508) (-) m/z 43.00 100.00%
3.0
59.1
5000
P T T e
650 1011 4.80 5.00 5.20 5.40

oH_Hwmwwu‘m‘_u\‘!iw‘w_‘:wm‘_m,‘ m/z 59.10  53.74%

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

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L LIS B I B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 13.92%
O\\‘\\\\‘\\\‘3}“]1\.0\\\““\i\\‘\\‘1\‘\\\\‘\\\\?\\3‘\-0\\‘\\\]-\()“]\“\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
PP
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.00%
41.0
29.0 101.0
ol il ol 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- e REaRRREE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.80%
5000 41.0
29.
87.0
o‘W}RQM‘JM‘HJUM‘WNMMM‘Z(R“_‘JW‘?%R‘H,‘ P e
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\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Camphene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.340 6.33 ng 277850 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 94
2 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-82-5 90
3 (+)-4-Carene 136 C10H16 029050-33-7 74

4 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C1lOH16 000464-17-5 74
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 018172-67-3 72

Abundance Scan 723 (6.340 min): BF123530.D\data.ms (-715) (-) m/z 93.10 100.00%

3.1
121.1
5000 791
4Ll ' 107.1
R ERAmaEEs SE
‘ H ‘ 136.1 6.00 6.20 6.40 6.60
0 ‘_H‘_mMH“‘:HWMW}MH L1 S TN m/z 121.18  52.85%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15675: Camphene
93.0
121.0
41.0
5000 79.0 R RE RN
107.0 6.00 6.20 6.40 6.60
27.0 ' o
‘ 136.0 m/z 79.10 35.89%
O \‘\H\“\H}}\‘H\‘M\H‘\‘\H!“\\HW\H‘\HH‘HH‘HH‘l\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15800: 1,3,6-Heptatriene, 2,5,5-trimethyl-
93.0
R RAmaTE ST,
0.0 121.0 6.00 6.20 6.40 6.60
5000 410 : m/z 91.10 35.51%
' 107.0
27.0 55.0
| AL w
0 ‘_m_m}HH1‘1‘m‘HH_m‘HH‘WHMH_m“luwu!wm
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #15688: (+)-4-Carene R
93.0 121.0 6.00 6.20 6.40 6.60
m/z 41.10 34.23%
136.0
5000
79.0
41.0
H 55.0 1T70
0 ‘_H‘_H“_H"MUH_M_‘H}um‘HH_H‘:_Wlwm‘wm SN NSNS SV K
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 15.34 ng 1317960  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1678 (11.957 min): BF123530.D\data.ms (-1673) (- m/z 43.05 100.00%

43.0
73.0
5000
129.0
213.2 AL
‘ ‘ H ‘ 171.2 ‘ 256.3 12.00
oWWUW“M“us‘\‘wv‘s‘uwm‘,‘m,“”‘,w,m,ml,w, m/z 60.00  83.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72643: Tridecanoic acid
e
43.0 730
5000 129.0 o
12.00
171.0 m/z 41.10  79.82%
i L 7
O\H‘\‘\‘H‘“‘HH\“\‘\‘\‘\‘H\“\\\“H“‘\\‘\H\“\‘\‘\w‘f\f‘\"\\H’\‘\H’H\‘\’HH’HH’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
—=
12.00
5000 129.0 ITI/Z 55.10 79.51%
1710 2130 256.0
oww““u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid —
43.0 73.0 12.00
m/z 73.00 76.60%
5000 129.0
‘ 199.0 2420
b AL s | L .
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Naphthalenepropanol, .alp... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.504 8.20 ng 704469  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenepropanol, .alpha.-e... 290 C20H340 001438-62-6 64
2 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 46
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 46
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 45
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 43

Abundance Scan 1771 (12.504 min): BF123530.D\data.ms (-1767) (- m/z 81.05 100.00%
0

43.0
5000
T
| H 12.50
Obreprrreloll m/z 95.10  99.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #136495: 1-Naphthalenepropanol, .alpha.-ethenyldecahy
137.0
81.0
5000, 410 e :
12.50
1770 2570 m/z 43.05 91.23%
O \“‘ \U\ \‘w T M‘ MM \M H{ T 10
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73759: Bicyclo[6.1.0]nonane, 9-bromo-9-methyl-, (1.alpt
81.0
137.0 UL 1
12.50
5000 ITI/Z 41.10 90.83%
41.0
SIS I Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- —— ‘
69.0 12.50
m/z 55.10 88.47%
5000
29.0 137.0
T
o‘H""‘Muu:“‘l‘uJ“”‘JHM“‘HWJ‘W",H""‘wawww,‘ it
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Cyclohexadecane, 1,2-diethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.939 30.18 ng 1516470 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 97
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 2015 (13.939 min): BF123530.D\data.ms (-2008) (1  m/z 43.05 100.00%

43.0
83.0
5000
—
\‘ H | 67.2 2180  280.1 s
oL—Hdh M hu““uu“ R B e IR m/z 55.05 98.98%
m/z--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 T
14.00
m/z 57.10 98.17%
oL “‘ ‘\‘\ h “H \H\ \H\‘ ‘\‘\ \h‘h‘ i ‘0‘2‘2‘3‘0‘ “ — “ e
miz--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 T
14.00
5000 m/z 83.05 68.24%
39.0 210.0
olsg | LI 111300 2100250 ase
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol —
3.0 83.0 14.00
' m/z 41.05 64.03%
5000
25.0
o Ll mon o -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.539 6.11 ng 306788 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90

Abundance Scan 2117 (14.539 min): BF123530.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

- JJLU
‘ 99.0 14.50 |
1411 , :
ol b JL B4R 1882 2541 2000/, 43,05 67.93%
miz--> 50 100 150 200 250 300
Abundance #105885: Octadecane
57.0
5000 S :
14.50
m/z 71.10 47.06%
27,0 990
0 h\. ‘\“ T “\ H‘ r‘”‘\ ““ \“ T ‘%41‘1‘0‘\ %8\‘3\0‘ \22\4\0\25“4\0\ I
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
T \
14.50
5000 ITI/Z 85.05 34.94%
99.0
2000 || %90 1m0 1ms0 as0 280
el e
m/z--> 50 100 150 200 250 300
Abundance #129502: Nonadecane, 9-methyl- =
57.0 14.50
m/z 55.05 23.21%
5000
99.0 140.0
oL— “‘\ ‘u\‘ HH\ ‘dh\‘ \‘\“ ‘h‘ ‘u\‘ !‘ - ‘F‘S“S‘O‘ ‘22‘4‘0‘ ‘2‘6\7‘9 — —r
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.580 10.04 ng 504494 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 2124 (14.580 min): BF123530.D\data.ms (-2120) (- m/z 57.10 100.00%
57.1

5000
11.1
T \
i 2, e L
ol dLh b um_M‘:‘Wm_m_m m/z 55.85  96.23%
m/z--> 50 1 200 250 300 350
Abundance #175127. Trifluoroacetoxy hexadecane
57.0
5000 — :
m/z 43.10 94.78%
o150 kL L L] 15401960 2690 3300
\\\‘ \\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecyl trifluoroacetate
57.0
T \
14.50
5000 110 m/z 97.10 65.76%
oL {4l u \\ 152.0196.0236.0 283.0 3340
it R R L
miz--> 50 150 200 250 300 350
Abundance  #215485: Heptaﬂuorobutyrlc acid, n-tetradecyl ester T ‘
57.0 14.50
m/z 83.05 65.47%
5000 11.0
169 0
dsg UL Ty 20 e =i
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.004 4.52 ng 166564 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Hexadecanal 240 C16H320 000629-80-1 91
4 1,19-Eicosadiene 278 C20H38 014811-95-1 90
5 Heptadecanal 254 C17H340 1000376-70-0 90

Abundance Scan 2196 (15.004 min): BF123530.D\data.ms (-2193) (- m/z 43.10 100.00%

82.1
5000
24.0 5.5‘06 |
ob—— ‘1“ \‘\H \ M‘ ‘H ”ﬂ L. \\\“‘?'?:5"‘1”2?‘5"0“ S ‘28‘?"1 m/z 57.05 95.70%
m/z--> 50 100 150 200 250
Abundance #117605: Octadecanal
43.0 82.0
5000 T \
15.00
m/z 55.05 61.93%
24.0 250.0
LA L [ f e 1080 ™
O\\\{“‘\“}‘\“\rh\““‘\\\ \\“\\“\\\\
m/z--> 50 100 150 200 250
Abundance #71297: Tetradecana
57.0
—
15.00
5000 96.0 m/z 82.10  57.11%
27.0 H H 138.0168.0
ol Wbl i 2120
m/z--> 50 100 150 200 250
Abundance #94314: Hexadecanal 7 I
43.0/ 82.0 15.00
m/z 41.10 50.03%
5000
1 [T, asmorsso
mlz--> 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Eicosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.210 10.86 ng 400662 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2231 (15.210 min): BF123530.D\data.ms (-2227) (- m/z 57.10 100.00%

57.1
5000
= 5
‘ 1601 15.00 15.50
oL hid M e 2302 8080 m/z 43.10  63.15%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 i —
15.00 15.50
m/z 71.10 48.21%
13
182.
ol LT, 15202270 2810 garo
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
e =5
15.00 15.50
5000 m/z 85.10 37.57%
ol | 1 ]1 [ [,169.0 2250 309.0 365.0 436,
el A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T =
57.0 15.00 15.50
m/z 55.10 22.95%
B AJ\AJLJU\W\/
13.0
0 ‘ ‘ uh\ \‘\\ h‘ {4 17699 225.0 295.0 367.0
A A A e S e e T —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.280 9.55 ng 352130 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Octacosanol 410 C28H580 000557-61-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 2243 (15.280 min): BF123530.D\data.ms (-2237) (- m/z 57.10 100.00%

57.1
5000
1111
= T
15.00 15.50
53.2
ol—4 A4 Lh ”“ oo ;“‘2‘1‘3{2‘ : ???'9‘ e m/z 43.85 96.02%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 — ——
15.00 15.50
m/z 55.05 86.26%
\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
—— ——
15.00 15.50
5000 1.0 m/z 83.05 62.67%
il e B o T
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T T
55.0 670 15.00 15.50
' m/z 97.10 60.46%
- W\fk%
NI E NGt e S e o
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.810 5.91 ng 218088 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 87
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 87

Abundance Scan 2333 (15.810 min): BF123530.D\data.ms (-2328) (- m/z 43.10 100.00%

43.1
06.0
5000
n T
o AL ars0z221 220 0. TS0 BT
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
82.0
41.0
5000 — —
15.50 16.00
m/z 55.10 67.26%
24.0
Lk \ W HlGBD 222.0264.0
0 \‘ “‘\U‘ \“‘ \H\“\ h ““\‘\ t \“‘\ Ly i \‘\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #79558: 1,15-Hexadecadiene
55.0
— —
96.0 15.50 16.00
5000 m/Z 82.05 61.51%
o LU [mosa00ez0
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- e A
82.0 15.50 16.00
41.0 o
m/z 96.05 51.65%
5000
24.0
X “ ‘ “ 166.0208.0250.0
0 “‘HJJ‘u\ﬁﬂﬂhww‘1“wu‘u;““,““““‘ — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.057 9.53 ng 351447 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 87

Abundance Scan 2375 (16.057 min): BF123530.D\data.ms (-2370) (- m/z 57.10 100.00%
57.1

9.0 16.00 |
ol J“ Ab 321832 2082811 m/z 43.05 67.44%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 —— ‘
16.00
m/z 71.10 50.79%
9.0
oL L L] 141018302250 2010 3370 30a,
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
T \
16.00
5000 ITI/Z 85.05 39.76%
a0 182.0
ol L4 ] 30101%2 00250 2810309
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e ‘
57.0 16.00
m/z 55.10 24.53%
5000
9.0
L e A B e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Cyclohexane, 1,4-didecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.139 15.64 ng 576972 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-didecyl- 364 C26H52 055334-20-8 72
2 1H,5H-Pyrrolo[1',2':3,4]imidazo[... 166 C1OH18N2 054966-11-9 53
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 43
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 43
5 1-Heptacosanol 396 C27H560 002004-39-9 43

Abundance Scan 2389 (16.139 min): BF123530.D\data.ms (-2382) (- m/z 57.10 100.00%
57.1

5000
11.1
T E
| l 15‘7 1 oo 2973 16.00 16.50
0~ “HNJ “"1”““““”“”‘m‘u]H,"H‘“HH‘HH‘HH_ m/z 83.10 91.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #193374: Cyclohexane, 1,4-didecyl-
43.0
97.0
5000 T —r
16.00 16.50
223.0 m/z 43.10 85.22%
ol ‘\‘ H 1530 “ 2720 3640
\\‘\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35008: 1H,5H-Pyrrolo[1',2":3,4]imidazo[1,5-a]pyridine, ot
83.0
— —
16.00 16.50
5000 ITI/Z 55.10 78.64%
166.0
A —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester T —
57.0 16.00 16.50
m/z 97.10 72.32%
ol L ‘ ¥ " L T ) ST
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 2(3H)-Furanone, dihydro-3,4... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.310 4.47 ng 165021 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-3,4-bis[... 358 C20H2206 000580-72-3 50
2 3-Benzofuranmethanol, 2,3-dihydr... 358 C20H2206 004263-87-0 50
31,2,4-Triazolo[4,3-b][1,2,4,5]te... 137 C3H3N7 220696-99-1 38
4 Phosphoric acid, tribornyl ester 506 C30H5104P 1000158-10-2 37
5 6-Amino-2,4-dimethylphenol 137 C8H11NO 041458-65-5 37

Abundance Scan 2418 (16.309 min): BF123530.D\data.ms (-2414) (-, m/z 137.00 100.00%

137.0
5000
55.0 kAW%WW“f%‘ e Pty

358.:

95.0 ‘ ]}750 221.1 2670 : 16.00 16.50
o M‘MM”JM“‘MWK‘ R ““““h“ m/z 138.85 26.66%
mlz--> 50 100 150 200 250 300 350
Abundance #189294: 2(3H)-Furanone, dihydro-3,4-bis[(4-hydroxy-3-r
137.0
5000 358.(
16.00 16.50
m/z 122.10 20.16%
41.0 940 /
0l Nh ‘MH‘ H\\‘h A ‘\L T “‘ ' \“ ‘i %7“5‘9\ ‘2‘2}.‘0‘ e “ .
m/z--> 50 100 150 200 250 300 350
Abundance #189295: 3-Benzofuranmethanol, 2,3-dihydro-2-(4-hydroy
137.0
16.00 16.50
5000 m/z 55.05  20.03%

390 /70 180.0 2560
HJMMJMMU ey | . 2220 27303120 |

0! -l i Wl \‘ T LA R I B
miz--> 50 100 150 200 250 300 350

Abundance #16571: 1,2,4-Triazolo[4,3-b][1,2,4,5]tetrazin-3-amine
137.0 16. 00 16 50

m/z 131.00 16.50%

82.0
) WWMAW
42
% Il H ‘ |

m/z--> 50 100 150 200 250 300 350 16. 00 16. 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.880 6.94 ng 255956 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 90
2 Octadecanal 268 C18H360 000638-66-4 83
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 81
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64

Abundance Scan 2515 (16.880 min): BF123530.D\data.ms (-2509) (- m/z 57.05 100.00%
57.0

=

5000
16‘56 5.7‘06
24.1 . .
165.0193.1221.0 278.1
0 _Wt‘wl\_‘ 1931 m/z 43.05 86.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126193: 1,19-Eicosadiene
53.0
5000 — ——
83.0 16.50 17.00
m/z 55.00 55.84%
o || e
O ‘ \‘\ T \“‘ T \‘! ‘ \‘\H\ \‘i 1‘\ \‘\“ \1\‘@\ ‘w\ T \ﬂ-ﬁj\-\.? %8\‘0\-9\2‘0\\8\9\ T \2‘\5\0\;(‘)\2\\7\?;(\:
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117606: Octadecana
43.0] 82.0
— ——
16.50 17.00
5000 ITI/Z 82.05 54.00%
ol AL
m/z--> 20 40 60 80 100120140160180200220240260280 W
Abundance #109264: 1,16-Hexadecanediol S et
55.0 16.50 17.00
m/z 96.00 40.03%
83.0
5000
. 27“.‘0“ H . 166.0194.0222.0
 ERAan — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.198 4.92 ng 181484 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2569 (17.198 min): BF123530.D\data.ms (-2562) (1 m/z 57.05 100.00%
57.0

1700 17.50
0 mu“w "“M“ w ‘%‘62‘9‘2??‘0‘ 2‘67 0 — 35‘5 L R m/z 43.05 58.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 7 —
17.00 17.50
m/z 71.10 57.82%
\\\\‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
— —
17.00 17.50
5000 ITI/Z 85.10 40.63%
0 uh\ H\]\.] h h\ | 6\9\0\2\2\5.0‘ L ‘30‘90 3650 437‘
I R T B B R et A
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane 7 —
57.0 17.00 17.50
m/z 55.10 27.35%
- M
oL LLLLUTT? 1690 2250 2810 3800
““““,‘H LA R AL T R B B — ——
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Heneicosyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.386 8.30 ng 306108 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 68
2 1-Hentetracontanol 593 C41H840 040710-42-7 68
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 64
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 64

Abundance Scan 2601 (17.386 min): BF123530.D\data.ms (-2589) (- m/z 43.10 100.00%

5000 \mehw/\wjka“me/%lw
137.0 — —
} } 207.0 282.0 356.1 17.00 17.50
ol “ Ml b e m/Z 57.05 81.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #236054: Heneicosyl heptafluorobutyrate
57.0
5000 — —
17.00 17.50
5.0 m/z 55.00 59.54%
ot 2580 2000 4900
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontano
57.0
P e
17.00 17.50
5000 ITI/Z 71.10 48.70%
0 H‘ ﬁ““g.so 278.0343.0 432.0 502.0 572.0
‘H‘w“u‘u““H"“_‘H“H‘V“W‘H‘_“W‘H“H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene — —
43.0 17.00 17.50
m/z 97.10 47 .65%
h W
0 \ h‘1820 267.0 490.0
‘H‘“H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_“W‘H‘W‘H‘H‘w‘ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Androst-4-en-3-one, 17-hydr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.750 5.48 ng 202219 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 89
2 Testosterone 288 C19H2802 000058-22-0 86
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 35
4 Hyoscyamine 289 C17H23NO3 000101-31-5 35
5 Atropine 289 C17H23NO3 000051-55-8 35
Abundance Scan2833(18750nﬂm:BF12353OIndmaJn502826)0] m/z 124.00 100.00%
43.1 12
i A
289.1 L N N o e
‘ mlﬁlo ‘ 3973 18.40 18.60 18.80
ol H““ LT ‘WH‘ ”“‘UW‘H_H“‘ L wz 4310 99.58%
m/z--> 5 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17
124.0
5000 L L I B
288.0 18.40 18.60 18.80
m/z 57.00  54.45%
20302460
O' ‘N“\HM\H‘\ ‘h‘\‘\“\‘ \ ‘ T “\ ‘\ ‘ LU ‘ T T 1T ‘ T
miz-> 150 200 250 300 350 400
Abundance #134630 Testosterone
12
288.0 T
18.40 18.60 18.80
5000 246.0 m/z 55.85 50.60%
203 0
o H\M\ww S N
miz--> 150 200 250 300 350 400
Abundance #134233: 3(4 Fluoroanilino)-1-(3-nitrophenyl)-1-propanol R B e e
124.0 18.40 18.60 18.80
m/z 229.20  48.21%
5000
288.0
76.0
o0 hidld, 17002230 L A
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@33021\
Data File : BF123530.D

Acqg On : 30 Mar 2021 19:52
Operator : JU/CG

Sample : M1832-02

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.228 32.9 ng 1443790 1 6.881 877740 20.0
Propane, 1,1-di... 2.334 5.3 ng 232072 1 6.881 877740 20.0
2-Pentanone, 4-... 5.122 13.8 ng 603527 1 6.881 877740 20.0
Camphene 6.340 6.3 ng 277850 1 6.881 877740 20.0
Tridecanoic acid 11.957 15.3 ng 1317960 4 11.422 1717820 20.0
1-Naphthalenepr... 12.504 8.2 ng 704469 4 11.422 1717820 20.0
Cyclohexadecane... 13.939 30.2 ng 1516470 5 14.069 1004830 20.0
Octadecane 14.539 6.1 ng 306788 5 14.069 1004830 20.0
Trifluoroacetox... 14.580 10.0 ng 504494 5 14.069 1004830 20.0
Octadecanal 15.004 4.5 ng 166564 6 15.563 737688 20.0
Eicosane, 7-hexyl- 15.210 10.9 ng 400662 6 15.563 737688 20.0
1-Heptacosanol 15.280 9.6 ng 352130 6 15.563 737683 20.0
Oxirane, heptad... 15.810 5.9 ng 218088 6 15.563 737688 20.0
Octacosane 16.057 9.5 ng 351447 6 15.563 737688 20.0
Cyclohexane, 1,... 16.139 15.6 ng 576972 6 15.563 737688 20.0
2(3H)-Furanone,... 16.310 4.5 ng 165021 6 15.563 737688 20.0
1,19-Eicosadiene 16.880 6.9 ng 255956 6 15.563 737688 20.0
Eicosane 17.198 4.9 ng 181484 6 15.563 737688 20.0
Heneicosyl hept... 17.386 8.3 ng 306108 6 15.563 737688 20.0
Androst-4-en-3-... 18.750 5.5 ng 202219 6 15.563 737688 20.0
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