LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample : L4832-01

Misc . R-LA-33-2-WC

ALS Vvial : 13  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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122409.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 19 rVB 569802 760732 11.29% 1.683%
2 5.486 573 578 581 rBV 4637620 4340104 64.38% 9.601%
3 6.498 744 750 754 rBV 4386783 4831864 71.68% 10.689%
4 6.863 808 812 815 rBV 1563038 1220605 18.11% 2.700%
5 7.422 902 907 911 rBV 2855231 2936923 43.57% 6.497%

6 8.151 1026 1031 1034 rBV 1765601 1621778 24.06%

7 9.227 1209 1214 1217 rBV 6190611 5580622 82.79% 12.

8 9.345 1229 1234 1238 rVB 612870 565507  8.39%

9 9.622 1277 1281 1284 rBV 135912 117343 1.74%
9.910 1325 1330 1333 rBV 2098693 1975461 29.30%
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11 10.492 1425 1429 1438 rBV ~ 235518 258704  3.84%
12 10.698 1459 1464 1467 rBV 4091354 3641607 54.02%
13 11.398 1578 1583 1586 rBV 2237493 2093539 31.06%
14 11.927 1669 1673 1680 rBvV2 329009 384392 5.70%
15 12.457 1754 1763 1767 rBv4 97005 173257 2.57%
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16 12.651 1791 1796 1802 rBV 108705 124383 1.85%
17 12.715 1803 1807 1819 rBV 478310 614473 9.12%  1.359%
18 12.986 1849 1853 1857 rBV 6483548 6741049 100.00% 14.912%
19 13.221 1887 1893 1898 rBV 155340 177995 2.64% 0.394%
20 13.562 1948 1951 1954 rVB2 75293 68229 1.01%
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21 13.892 2003 2007 2023 rBV 749599 1303113 19.33%
22 14.039 2028 2032 2036 rVV 2502840 2283960 33.88%
23 14.545 2115 2118 2127 rVB6 62000 119157 1.77%
24 15.174 2217 2225 2230 rVB3 141218 289670  4.30%

[GRCRCRU N
N
o)
A
3R

25 15.521 2278 2284 2288 rBV 1861283 2269415 33.67% 020%
26 15.768 2323 2326 2335 rVB4 61571 90196 1.34% 0.200%
27 16.009 2362 2367 2371 rBV 92762 165564 2.46% ©.366%

28 16.074 2372 2378 2391 rVB4 137235 456343 6.77%  1.009%

Sum of corrected areas: 45205985
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122409.D\data.ms

6000000

5000000 5.486

6.498
4000000

3000000 7.422

2000000
6.863

1000000 128

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: BF122409.D\data.ms

9.227 12.986

6000000

5000000

10.698
4000000

3000000

9.910 11.398
2000000 8.151

1000000

10492 L 11.927 13.221
0 T T L ‘\\\\\yglwgizwzww‘w ‘/‘L“““ I — ‘k‘ ‘1245261 ‘L‘

5 ‘
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: BF122409.D\data.ms

6000000

5000000

4000000

3000000

14.039

2000000
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15.7686.6054

O T ‘ T T T ‘ T T ‘ T T T ‘ T
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T T T T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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.
2.128 12.46 ng 760732  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 7 (2.128 min): BF122409.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 /\
87.1 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\
9.0 2.202.302.402.50
H’H\\‘\\H“MH\‘\‘H‘\“‘H\\‘\1\\‘\\\\‘HH‘HH‘HH‘HH‘HH m/Z 43.10 36.6500
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R B R B
55.0 2.202.302.402.50
41.0 87.0 m/z 55.05 25.70%
27.0 ‘
\\’\\\‘H‘M\\\“1\‘\\‘\‘\M‘\H\H\}H‘HH‘HH‘\.\H‘\H\‘\\H‘H\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 R RAARARRAsn R aEE R SR
2.202.302.402.50
5000 41.0 550 m/z 87.10 24.95%
27.0
112.0 129.0
T e T T T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e  BAARRREERENES o
73.0 2.202.302.402.50
m/z 41.05 11.97%
5000 43.0
58.0
29.0 87‘-0
[ Ay |
e e e e e R EBASAARARENEERRR N
m/z--> 20 30 40 50 60 70 80 90 100110120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.345 5.73 ng 565507  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 3,6-Dimethyl-6-hepten-4-yn-3-o0l 138 C9H140 003601-67-0 43
Abundance Scan 1234 (9.345 min): BF122409.D\data.ms (-1229) (-) m/z 43.10 100.00%
3.1
109.1
5000 151.1
R RAREEEES S
‘ 69"1 | 9.00 9.20 9.40 9.60
H\‘\\\\"‘V\‘\“\““\“\‘\\H“‘\\‘\H\’\‘\H}‘\“H\‘\“\\1\‘\\‘\\‘\\\\‘\\\\‘ m/Z 109.10 76.88%
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 \‘\\\\‘}\\\\\‘\\\\’\\\\‘\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 49.68%
\1\5\'9\ ‘\‘\ \" P\‘\“\‘H‘ \“\“\ \H“‘\‘\‘\H\ ’ \“\H‘\‘\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘]\.\9\2\"0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
A R mamas S
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.11%
43.0
80.0
15.0
oL N B o e RmmaaREES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline P T T T T
109.0 9.00 9.20 9.40 9.60
m/z 69.10 16.33%
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\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl1©.492 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.492 2.62 ng 258704  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 Acetaminophen 151 C8H9NO2 000103-90-2 43
3 Metacetamol 151 C8HINO2 000621-42-1 43
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 38
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
Abundance Scan 1429 (10.492 min): BF122409.D\data.ms (-1425) (-} | m/z 43.05 100.00%
3.0
109.1
5000
151.1 213.2
=
L4 7
el s L 2 1610 77.07%
m/z--> 20 40 60 80 100120140160 180200220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
10.50
m/z 213.20 32.32%
‘ | 81.0
\H‘\‘\‘\\“\\\“\H‘\“\‘HH“H‘\H\‘\‘\Hl‘\“\H‘\“Hl\‘\\‘\\‘\\\\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance
109.0
—
10.50
5000 151.0 ITI/Z 151.05 29.96%
43.0  go0.0
15.0
R ERaad Ea o e L e e e
m/z--> 20 40 60 80 100120140160 180200220240 n
Abundance #24779: Metacetamol Ak
109.0 10.50
m/z 41.05 22.61%
5000 151.0
43.0
0.0
1&?Pmu“"‘u"H‘1\"H"H‘_‘H‘H:‘_‘H_HW_WH_ SR
m/z--> 20 40 60 80 100120140160 180200220240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.927 3.67 ng 384392  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 81

Abundance Scan 1673 (11.927 min): BF122409.D\data.ms (-1669) (- m/z 72.95 100.00%

43.0 73.0
5000 129.1

2132 S
‘ H 101.0 157.1185.2 ‘ 256.2 12.00
\\\‘\\\\‘N\\H\H \” HW\”\H‘H‘M \H\‘\\‘\\\\“\\‘\\‘\‘\\\‘\\\\‘\‘\\\‘\\\\“\ m/z 43.05 88.9900

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 U
12.00
97.0 157015502180 2560 M2 60.00  83.66%
\H‘HH“}‘HH!H \H‘\\‘H\‘Hwh““\\w‘\“\‘H“\H\‘H‘H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
73.0
=
430 12.00
5000 129.0 m/z 57.10 68.08%
171.0
214.0
101.0
T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00

m/z 41.05 66.82%

5000 129.0
199.0
s ) e T
15.0[ I ol Ll M I \m ul L ‘ ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator Ju/caG

Sample L4832-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.715 5.87 ng 614473  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 1807 (12.715 min): BF122409.D\data.ms (-1803) (- m/z 73.00 100.00%
43.1 73.0
185.2 241.2 7 T
| M ‘ ‘ ‘ 284 12.50 13.00
— w ’\M ‘M\\ \CH‘M‘MHH‘L HM ‘WMW\ ‘ L “ b \‘ ol - ‘L‘ m/z 43.10 97.69%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 T —
12.50 13.00
m/z 57.10 77 .20%
_ “\" i ‘H“dh‘\ ! e ‘ - | 1
miz--> 50 100 150 200 250
Abundance
73.0
43.0 — ——
12.50 13.00
5000 129.0 m/z 59.95  75.72%
185.0
228.0
e e
m/z--> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid =t =
43.0 73.0 12.50 13.00
m/z 55.10 70.33%
5000 129.0
. HJ ’HH h!‘ dh“‘\ ;‘\\‘\‘M “\ ‘]-ﬁ?’-“oi “‘ : N - — 5 —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.892 11.41 ng 1303110 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 2007 (13.892 min): BF122409.D\data.ms (-2003) (- m/z 57.05 100.00%

57.0
97.1
5000
‘ 1350  14.00
39.1 : :
o — I “u‘”\ A 1‘[ | 4822 2892 2805 n/; 43.10  93.47%
mi/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 — —
13.50 14.00
m/z 83.10 89.63%
39.0
L \H\ \“\ \"‘I“ \h L 1820 2240 2660
‘ T

]‘-g‘da \‘\ I
miz--> 50 100 150 200 250 300
Abundance
43.0
83.0 =5 —
13.50 14.00
5000 ITI/Z 55.05 86.91%
125.0
182.0
e e
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane — —
57.0 13.50 14.00
97.0 m/z 69.10  78.28%
5000 L
39.0
iso LLILLLERO 100 2690 saoq I\
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
BF122409.D

Nov 2020 18:15

Ju/CaG
L4832-01

. 13

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R-LA-33-2-WC

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 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.174 2.55 ng 289670 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Triacontane 422 C30H62 000638-68-6 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2225 (15.174 min): BF122409.D\data.ms (-2217) (|  m/z 57.05 100.00%
57.0
‘ 127.2 iSBd iQSd
—h c“l‘ \‘}‘c“; datllgt “22*11‘ 22l ses0 AT L, 71.65  83.75%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane
57.0
5000 — ——
15.00 15.50
m/z 43.05 76.30%
13.0
\\“\‘\‘\‘”‘\”‘\]ﬂ‘ \“\‘\\]‘-\6\9.\()\‘\\\\2‘6\\8.\()\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.05 56.50%
113.0 169.0 226.0
e e e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane 7 —
57.0 15.00 15.50
m/z 41.05 26.98%
h M
13.0
(dpii )| 169022502810 337.0 422.0
e e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15

Operator : JU/CG

Sample . L4832-01

Misc . R-LA-33-2-WC

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.074 4.02 ng 456343 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2378 (16.074 min): BF122409.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1
5000 i V\AJ\/U
AR
237.1 :
- \‘H‘\ u‘ \H H‘\ \‘\h “h m m‘\%“u‘u‘ ol | \\2?"'\5“1‘ ‘3‘4‘1‘0‘ I m/z 97.10 990.44%
miz--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
5000 1.0 R T
16.00
m/z 83.05 88.29%
L \H ‘ h M‘ H‘ 1> 53.019s, 0236.0 292.0334.0 3921
\\\\‘\ ‘\\\\‘\\\\ \\\‘\\ \\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
83.0
T \
16.00
sooo] 44 m/z 43.10  81.43%
125.0
167.0210.0 280.0
e e e T T
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T ‘
55.0 16.00
97.0 .
m/z 55.05 78.59%
h W\/\«m’w
.0
WL e 182022402660
e L s e e
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122409.D

Acqg On : 20 Nov 2020 18:15
Operator : JU/CG

Sample : L4832-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.128 12.5 ng 760732 1 6.863 1220610 20.0
2,4,7,9-Tetrame... 9.345 5.7 ng 565507 3 9.910 1975460 20.0
unknown10.492 10.492 2.6 ng 258704 3 9.910 1975460 20.0
n-Hexadecanoic ... 11.927 3.7 ng 384392 4 11.398 2093540 20.0
Octadecanoic acid 12.715 5.9 ng 614473 4 11.398 2093540 20.0
1-Heneicosanol 13.892 11.4 ng 1303110 5 14.039 2283960 20.0
Nonadecane 15.174 2.5 ng 289670 6 15.521 2269420 20.0
Octacosanol 16.074 4.0 ng 456343 6 15.521 2269420 20.0
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