LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123384.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 88230 112298 2.67% 0.304%
2 3.810 289 293 299 rVB 32353 44363 1.05% 0.120%
3 4.998 492 495 505 rVB 121008 158035 3.75% 0.428%
4 5.416 562 566 586 rVB 4069567 4045035 96.05% 10.965%
5 6.434 734 739 754 rBV 3992734 4211372 100.00% 11.416%
6 6.628 767 772 785 rBV3 39727 85834 2.04% 0.233%
7 6.787 796 799 806 rVB 1320427 1135600 26.97% 3.078%
8 7.351 891 895 898 rBV 2768661 2660886 63.18% 7.213%
9 8.075 1012 1018 1021 rBV 1691135 1607782 38.18% 4.358%
10 8.498 1085 1090 1095 rBV 59533 58430 1.39% 0.158%
11  9.151 1196 1201 1204 rBV 4400656 4079555 96.87% 11.059%
12 9.233 1211 1215 1217 rBV 74857 71571 1.70% 0.194%
13 9.269 1217 1221 1225 rW 406075 355453 8.44% 0.964%
14  9.486 1255 1258 1260 rBV 51131 47102 1.12% 0.128%
15 9.545 1264 1268 1271 rBV 206016 192045 4.56% 0.521%
16 9.763 1302 1305 1307 rVB 83757 61002 1.45% 0.165%
17 9.828 1310 1316 1320 rBV 2007612 1701199 40.40% 4.611%
18 10.033 1347 1351 1355 rBV3 54931 62652 1.49% 0.170%
19 10.122 1362 1366 1368 rBV 55711 64252 1.53% 0.174%
20 10.233 1382 1385 1387 rBv4 44133 49687 1.18% ©0.135%
21 10.263 1387 1390 1392 rVB 82275 72199 1.71% 0.196%
22 10.375 1405 1409 1414 rBV3 41597 59063 1.40% 0.160%
23 10.486 1422 1428 1432 rBV2 41616 56438 1.34% 0.153%
24 10.622 1446 1451 1454 rBV 2255587 2217203 52.65% 6.010%
25 10.745 1468 1472 1475 rBV3 109979 164584 3.91% 0.446%
26 10.822 1481 1485 1493 rVB7 21896 42403 1.01% 0.115%
27 10.880 1493 1495 1498 rBV 45076 43850 1.04% 0.119%
28 11.180 1540 1546 1549 rBv4 91897 130855 3.11% ©.355%
29 11.216 1549 1552 1558 rVB3 65244 73594 1.75% 0.199%
30 11.316 1565 1569 1571 rBV 1866285 1572359 37.34% 4.262%
31 11.339 1571 1573 1575 rVV 342288 272772  6.48% 0.739%
32 11.392 1579 1582 1585 rVB 77098 82128 1.95% 0.223%
33 11.427 1585 1588 1591 rBV2 46495 51835 1.23% 0.141%
34 11.551 1606 1609 1615 rBV4 30189 59329 1.41% 0.161%
35 11.610 1617 1619 1621 rBV 84297 58041 1.38% 0.157%
36 11.774 1644 1647 1650 rBV 63151 77423 1.84% 0.210%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.816 1651 1654 1655 rVV 72277 62107 1.47% 0.168%
38 11.851 1655 1660 1679 rVB 991269 1235841 29.35% 3.350%
39 11.927 1670 1673 1676 rBV2 105200 105502 2.51% 0.286%
40 12.022 1686 1689 1691 rBV 63897 53525 1.27% 0.145%
41 12.116 1700 1705 1707 rBV2 42610 65020 1.54% 0.176%
42 12.139 1707 1709 1712 rVB2 63142 58704 1.39% 0.159%
43 12.192 1716 1718 1725 rVB5 47671 49071 1.17% 0.133%
44 12.292 1732 1735 1738 rBV 259155 225930 5.36% 0.612%
45 12.351 1742 1745 1746 rBV 48209 43324 1.03% 0.117%
46 12.369 1746 1748 1751 rW 79350 70688 1.68% 0.192%
47 12.410 1752 1755 1760 rVB 109456 127376 3.02% 0.345%
48 12.457 1760 1763 1768 rVB2 52261 60838 1.44% 0.165%
49 12.533 1772 1776 1781 rBV 475834 540239 12.83% 1.464%
50 12.633 1789 1793 1800 rBV2 327460 416240 9.88% 1.128%
51 12.757 1809 1814 1817 rBV 414239 416301 9.89% 1.128%
52 12.780 1817 1818 1821 rVB 87309 48989 1.16% 0.133%
53 12.910 1834 1840 1843 rBV 3212239 3388480 80.46% 9.185%
54 13.086 1868 1870 1874 rVB2 86253 90320 2.14% 0.245%
55 13.139 1876 1879 1881 rBV 66008 68279 1.62% 0.185%
56 13.192 1886 1888 1892 rVB2 64070 58361 1.39% 0.158%
57 13.480 1935 1937 1941 rBV4 50927 54301 1.29% 0.147%
58 13.598 1955 1957 1961 rVB 47581 51961 1.23% 0.141%
59 13.816 1990 1994 2007 rVB3 376919 717937 17.05% 1.946%
60 13.963 2013 2019 2021 rBV2 1082454 1241015 29.47% 3.364%
61 13.986 2021 2023 2026 rVB 173024 133435 3.17% 0.362%
62 14.986 2190 2193 2197 rBV 143673 222745 5.29% 0.604%
63 15.062 2203 2206 2209 rVB 57256 57752 1.37% 0.157%
64 15.286 2240 2244 2250 rVB 83761 111197 2.64% 0.301%
65 15.345 2250 2254 2259 rVB 114628 141537 3.36% 0.384%
66 15.404 2260 2264 2275 rVB 721877 969054 23.01% 2.627%
67 16.833 2503 2507 2512 rVB3 44215 74361 1.77% 0.202%
68 17.256 2576 2579 2587 rVB3 44252 91808 2.18% 0.249%
Sum of corrected areas: 36890467
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123384.D\data.ms

4000000 S0 6434
3500000
3000000 7351
2500000
2000000
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1000000
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Abundance TIC: BF123384.D\data.ms

9.151

4000000
3500000 12.910
3000000

2500000 10.622

2000000 9.828 11.316
8.075

1500000
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Abundance TIC: BF123384.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknown4.99 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.998 2.78 ng 158035 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol 130 C8H180 000589-98-0 33
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 495 (4.998 min): BF123384.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
‘ 83.0 4.60 4.80 5.00 5.20 5.40
bbbl e et e M/2 58,95 57.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13639: 3-Octanol
59.0
5000 83.0 AR B e e
27.0 41.0 ’ 4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.91%
O H\‘\\\\‘H}1‘HH‘MM‘H‘\‘\MM\H\‘i‘\\\\‘\}\\‘HH“HHH\H‘\]\-\Z\Q‘?(\)H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4324 3-Hydroxy-3-methyl-2-butanone
59.0
R RAman R
4.60 4.80 5.00 5.20 5.40
5000 43.0 m/z 58.00 15.46%
oo |
Ottt et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- R RRman R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.40%
5000 590
15.0 101.0
0 ‘ 2%10 Lhl | 830 |
e e e e  AA EAaammEEn S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 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@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknown9.26 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.269 4.18 ng 355453  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 49
2 Cyclohexanol, 3,3,5-trimethyl- 142 CSH180 000116-02-9 43
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 36
Abundance Scan 1221 (9.269 min): BF123384.D\data.ms (-1217) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.0
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_T
69.0 9.00 9.20 9.40 9.60
Ol el b m/z 109.10  61.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \\\‘\\T/WLT\\\\‘\\\\’\\\\
9.00 9.20 9.40 9.60
69.0 m/z 151.00 37.61%
. ‘ ‘ ‘ 192.0
O \\\‘\‘\‘\\“ “\‘\“\‘H‘ \“\\\H“\‘\‘\H\’\\M\"\\\‘\’\\1\’\\‘\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20031: Cyclohexanol, 3,3,5-trimethyl-
109.0
A BMEmaREE e
9.00 9.20 9.40 9.60
5000 m/z 41.00 17.97%
41.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline R RAR RS R R R R
109.0 9.00 9.20 9.40 9.60
m/z 69.00 9.67%
5000
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.745 2.09 ng 164584  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 58
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 53

Abundance Scan 1472 (10.745 min): BF123384.D\data.ms (-1468) (1  m/z 57.00 100.00%

57.0
5000
820 184.1 1 T
‘ ‘ 1131 | 10.50 11.00
0 H‘,H‘qhucM‘Muﬂﬁwww‘w“m‘WquuJuﬁhu“u‘w m/z 71.05 69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 e ——
85.0 10.50 11.00
m/z 43.00 53.94%
290 169.0
O\\\’\‘\‘\\“\\\ ‘\\Hl\"!\\\““\\‘”\‘\‘\]\.\4’1-\\0\\‘\\\\‘\]\-\9\7‘\0\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19195: Octane, 3,5-dimethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.00 25.41%
29.0
85.0
Lm0 10
[ NI " | Y S S B 5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- —— ——
57.0 10.50 11.00
m/z 41.00  23.45%
5000
290 85.0
\‘ il H \‘ ‘ 11\3 0 1 141.0 183.0
O b e e e e e —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.851 15.72 ng 1235840  Phenanthrene-d10 11.316
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1660 (11.851 min): BF123384.D\data.ms (-1655) (1  m/z 73.00 100.00%

43.1 73.0
5000 129.0
— —
H‘ 157-1185.121‘3'2 o561 1150 12.00
oWw\‘:‘w!wJl‘e“w”m‘m mw;m“w‘m_‘m\mu_mmu] m/z 43.10  93.54%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5 2130  256.0 m/z 60.00 90.49%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
— =
11.50 12.00
5000 129.0 ITI/Z 57 .00 75.09%
199.0
s e T
onsol WAL A L0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72647: Tridecanoic acid o —
73.0 11.50 12.00
43.0 m/z 41.00 66.11%
5000 129.0
171.0
‘ 214.0
o? = =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknownl2.29 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.292 2.87 ng 225930  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 27
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 27
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 16
5 3-Heptene, 2,2,4,6,6- pentamethyl- 168 C12H24 000123-48-8 12

Abundance Scan 1735 (12.292 min): BF123384.D\data.ms (-1732) (1 m/z 57.00 100.00%

57.0
5000 113.1
‘ o ks
0 169.1 206.1 ’ ‘
om‘Hm‘“‘H\uH‘Mﬁm_Hu_‘l‘f“l“q‘,mwwwwww m/z 113.10  44.63%
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 I =
12.00 12.50
113.0 m/z 97.10 37.07%
8 .o‘ ‘
O \H‘HH‘H‘\‘L“\‘\“Hﬁ\H‘\\1\‘HH‘\\\\].’6\\8\\()‘\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
— —
12.00 12.50
5000 m/z 55.00 24.62%
97.0
0 2?'0‘“\ ‘\ I .| 147.0177.0 219.0 261.(
e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #54932: Octane, 2-bromo- 7 —
57.0 12.00 12.50
m/z 83.05 15.45%
5000
113.0
29.0
Ol A0 a9 e e
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.633 5.29 ng 416240  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1793 (12.633 min): BF123384.D\data.ms (-1789) (1  m/z 43.00 100.00%
43.0 73.0

5000

%

12.50 13.00

0 m/z 73.00 91.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284. e s
185.0 241.0 12.50 13.00
m/z 57.00 82.98%
0 ’ \‘i‘”\ \H!H \H‘\ \ ‘H\‘\ \wh“‘\‘\”‘”h‘!h\‘\ \“ L H’HH‘HH“ TT \ T ‘ \‘H\“\ T \‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
— —
12.50 13.00
5000 129.0 ITI/Z 60.00 79.68%

1710 2130 256.0

%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid
43.0 730 12.50 13.00
m/z 55.00 66.19%
5000 129.0
1990 242.0
o s | B
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.816 11.57 ng 717937 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94

Abundance Scan 1994 (13.816 min): BF123384.D\data.ms (-1990) (1  m/z 57.00 100.00%
57.0

97.0
5000
230.1 13.50 14.00
39.0 182 ' : :
[ “ “ ‘H“‘ 113 L1820 | 2819 4z a3.05 89.04%
miz--> 50 100 150 200 250 300
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 7 L
13.50 14.00
m/z 55.80  82.04%
169.0 238.0
0+ \“\ ‘i“ ey “\‘ ‘1“]‘7#\17‘10‘”\ “\ T 1 T \\28\3\0‘ T
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
— —r
7.0 1350 14.00
5000 m/z 83.85 73.09%
39.0
o5 LILLL 1990 1060 2690 so
Miz--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester — —
43.0 13.50 14.00
83.0 m/z 97.05 70.81%
5000
AL
o LI e e
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF031721.M Fri Mar 19 08:18:04 2021

Page:

10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123384.D

Acqg On : 18 Mar 2021 15:38
Operator : JU/CG

Sample : M1682-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031721.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|
unknown4.99 4.998 2.8 ng 158035 1 6.787 1135600 20.0
unknown9.26 9.269 4.2 ng 355453 3 9.828 1701200 20.0
Dodecane, 2,6,1... 10.745 2.1 ng 164584 4 11.316 1572360 20.0
n-Hexadecanoic ... 11.851 15.7 ng 1235840 4 11.316 1572360 20.0
unknown12.29 12.292 2.9 ng 225930 4 11.316 1572360 20.0
Octadecanoic acid 12.633 5.3 ng 416240 4 11.316 1572360 20.0
Heptadecyl hept... 13.816 11.6 ng 717937 5 13.963 1241020 20.0
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