LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 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-BF010721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122942.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 18 25 31 rVB 520447 684593 16.19%  2.146%
2 5.140 516 519 523 rBV2 44911 66360 1.57% 0.208%
3 5.528 580 585 589 rBV 3291922 3413874 80.72% 10.700%
4 6.528 750 755 758 rBV 3484649 3484237 82.38% 10.921%
5 6.916 817 821 824 rBV 1350253 1048380 24.79%  3.286%

6 7.469 910 915 919 rBV 2170361 2191414 51.82% 6.868%
7 8.198 1035 1039 1042 rBV 1706621 1404200 33.20% 4.401%
8 9.275 1217 1222 1225 rBV 4455698 3974220 93.97% 12.456%
9 9.363 1232 1237 1241 rBV4 37458 54693 1.29% 0.171%

9.663 1285 1288 1292 rBV 61312 52360 1.24% 0.164%

11 9.757 1299 1304 1311 rBV4 52320 64239 1.52%
12 9.957 1334 1338 1341 rBV 1966339 1615994 38.21%
13 10.745 1467 1472 1475 rBV 2962709 2662388 62.95%
14 11.445 1587 1591 1595 rBV 1940582 1702159 40.25%
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15 11.974 1675 1681 1685 rBV 279078 292780  6.92% 918%
16 12.274 1729 1732 1736 rVB 45525 53717 1.27% 0.168%
17 12.433 1756 1759 1763 rBV 316131 295269 6.98% ©.925%
18 12.492 1766 1769 1774 rVB 90787 77551 1.83% 0.243%
19 12.763 1811 1815 1821 rBV 61350 76939 1.82% 0.241%
20 12.839 1825 1828 1831 rVV 63884 58428 1.38% ©.183%
21 12.892 1833 1837 1843 rVB2 37159 60645 1.43% 190%

22 13.039 1858 1862 1865 rBV 4686772 4229266 100.00% 13.
23 13.939 2011 2015 2028 rBV 884553 880242 20.81%
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24 14.098 2037 2042 2045 rBV 1727747 1641346 38.81% 144%
25 14.580 2121 2124 2130 rBV 58935 63480 1.50% 199%
26 15.586 2289 2295 2300 rBV 1193250 1444015 34.14% 4.526%
27 15.633 2300 2303 2308 rVB 36390 45054 1.07% 0.141%
28 16.086 2377 2380 2384 rBV 37656 51355 1.21% 0.161%
29 16.133 2384 2388 2398 rVB 99254 169817 4.02% 0.532%
30 17.327 2586 2591 2598 rBV6 20177 46328 1.10% 0.145%
Sum of corrected areas: 31905343
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122942.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.234 13.06 ng 684593  1,4-Dichlorobenzene-d4 6.916

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 25 (2.234 min): BF122942.D\data.ms (-18) (-) m/z 73.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.975 3.44 ng 292780  Phenanthrene-die 11.445
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1681 (11.974 min): BF122942.D\data.ms (-1675) (-} ' m/z 73.00 100.00%
43.1 73.0
5000 129.1
=
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0! m/z 43.10 86.40%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
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97.0 157.01g5 02130 256.0 m/z 60.00 82.32%
O \H‘HH“}‘HH!H \H‘\\‘H\‘H‘}h““\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
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=
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171.0
214.0
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m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid Lo T
43.0 73.0 12.00
m/z 55.05 69.63%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWﬁ”meﬂmNMWHH_JHJHW‘HWHHM‘H_ ——
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknownl2.43 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.433 3.47 ng 295269  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
4 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 35
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27
Abundance Scan 1759 (12.433 min): BF122942.D\data.ms (-1756) (- m/z 57.10 100.00%
57.1
- T J@u
‘ 83.0 ‘12\50‘
169.2 :
ow_m“‘”c!u”‘w“umwm_‘l?’ﬂul”‘_JH_H%Q?:Q‘ m/z 113.05  46.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 I J\’F
27.0 12.50
83.0 m/z 97.10 45.21%
O' ‘\‘\‘u\“}\\\“\\!‘\‘\\\1\4‘.\3.\(\)\‘\\\\‘\\\\‘\\\\‘
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=
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113.0
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0 83.0 137.0
e At R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate —
57.0 12.50
m/z 83.05 18.50%
5000
97.0
29.0‘ ‘
Obrrreprde b b e b 2270 1530 2110 -
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 G5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.939 10.73 ng 880242 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2015 (13.939 min): BF122942.D\data.ms (-2011) (- m/z 57.05 100.00%
51.0 |97.0
5000
1400
39.0 .
- u‘u“u L “H\wl“ ‘Fl o281 2301 2803 u,; 83,10 99.32%
miz--> 50 100 150 200 250
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 T
14.00
m/z 55.10  91.77%
O \Z\SJ\L ‘\‘ “ ‘\ h\ \““ T ‘H“ }“ \&3?.(‘) T ]\_8\2-\0‘ \22\3\0\ ‘ T 2\89.9 ‘
m/z--> 50 100 150 200 250
Abundance
55.0
97.0
——
14.00
5000 m/z 43.10 91.25%
0 19.0 139.0 182.0 224.0 266.0
B B e L e B
m/z--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1 ]
83.0 14.00
43.0 m/z 97.05 86.80%
5000
25.0
Ll oz
oL ‘Mhu”‘n“‘\w‘“‘ﬂpu”““ T P
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.133 2.35 ng 169817 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Octacosanol 410 C28H580 000557-61-9 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 2388 (16.133 min): BF122942.D\data.ms (-2384) (- m/z 57.10 100.00%

57.1
5000 111.1
‘

T
16.00 16.50

| | 141580 2070 9
O bt il dy \‘W”‘HWJJ‘M“““““““““ m/z 97.10 81.35%
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0
111.0
16.00 16.50

m/z 83.10 78.56%

ol b “L‘ 1530195.0236.0278.0320.0 378.0
T \ ‘ T T ’ T ‘ T \ T ‘ T T ‘ L ‘ LI ‘ LU ‘
miz--> 50 100 150 200 250 300 350
Abundance

57.0

T
16.00 16.50

5000 T R

5000 j11.0 m/z 43.10  75.12%
0 T2o1e002800 S {W/J\/&«,J
s e S e
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol T ——
57.0 16.00 16.50
m/z 69.10 73.20%
- x”WW“MMMMJ\“ANwWWWMﬁ
0 i \‘\ 5 h \H\ \‘L\ ]M Lo 195 0236 0 292 0334.0 392.(
i e R T —— —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122942.D

Acqg On : 8 Jan 2021 15:57
Operator : JU/CG

Sample : M1e38-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.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... 2.234 13.1 ng 684593 1 6.916 1048380 20.0
n-Hexadecanoic ... 11.975 3.4 ng 292780 4 11.445 1702160 20.0
unknownl12.43 12.433 3.5 ng 295269 4 11.445 1702160 20.0
5-Eicosene, (E)- 13.939 10.7 ng 880242 5 14.098 1641350 20.0
1-Heptacosanol 16.133 2.4 ng 169817 6 15.586 1444020 20.0
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