LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS Vvial : 11 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125093.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.251 20 28 33 rVB 1424666 1908415 40.45% 4.672%
2 5.157 512 522 530 rBV 134641 173402 3.68% 0.425%
3 5.539 581 587 590 rBV 4132434 4246878 90.02% 10.397%
4 6.539 751 757 760 rBV 3898088 4297678 91.09% 10.521%
5 6.922 818 822 825 rVB 1278217 1098006 23.27% 2.688%
6 7.481 912 917 920 rBV 2922852 2832797 60.04% 6.935%
7 8.098 1018 1022 1030 rBV 717129 601036 12.74% 1.471%
8 8.198 1035 1039 1043 rVV 1551450 1461985 30.99% 3.579%
9 9.280 1217 1223 1226 rBV 4682736 4574000 96.95% 11.198%
10 9.957 1334 1338 1341 rBV 1996164 1664557 35.28% 4.075%
11 10.145 1366 1370 1377 rVB2 47484 61112 1.30% 0.150%
12 10.745 1467 1472 1475 rBV 3360300 3280902 69.54% 8.032%
13 11.092 1526 1531 1537 rVB6 40006 77987 1.65% 0.191%
14 11.445 1587 1591 1594 rBV 2079196 1772385 37.57% 4.339%
15 11.833 1650 1657 1663 rBV 46583 53198 1.13% 0.130%

16 11.968 1673 1680 1692 rBV 1511628 1756148 37.22%
17 12.11@ 1701 1704 1707 rBV 91539 103214  2.19%
18 12.145 1707 1710 1719 rVB2 109549 178550 3.78%
19 12.657 1794 1797 1803 rBV 159396 169543 3.59%
20 12.751 1808 1813 1822 rBV 935352 1052536 22.31%

NOOO® PN
N
w
~N
R

21 12.886 1831 1836 1838 rBV 126802 123026 2.61%
22 13.033 1856 1861 1864 rVB 4609691 4717860 100.00% 11.
23 13.927 2009 2013 2018 rBV 363788 558193 11.83%
24 14.080 2031 2039 2042 rBV 1383655 1392326 29.51%

OWRRERO®
w
[e)]
~N
3R

25 14.374 2084 2089 2098 rBV8 74738 225546  4.78% 552%
26 14.562 2116 2121 2128 rBV3 94374 180144  3.82% 0.441%
27 14.662 2133 2138 2145 rVB 125810 211328 4.48% ©.517%
28 15.215 2228 2232 2236 rBV 109199 136104 2.88% ©.333%
29 15.345 2249 2254 2261 rVB3 69397 133663 2.83% 0.327%
30 15.580 2288 2294 2298 rBV 712259 904260 19.17%  2.214%
31 15.609 2298 2299 2305 rVB2 53403 50140 1.06% ©.123%
32 15.756 2317 2324 2333 rBV9 58912 194992 4.13% 0.477%
33 16.068 2372 2377 2382 rBV 71206 104885 2.22% 0.257%
34 16.156 2383 2392 2400 rVB6 70466 221647 4.70%  ©.543%
35 17.080 2543 2549 2556 rBV5 45731 121188 2.57% ©.297%
36 17.462 2612 2614 2622 rVB5 38956 65188 1.38% ©.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc

ALS Vvial : 11 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.715 2652 2657 2662 rBV9 25726 66743 1.41% 0.163%
38 18.197 2732 2739 2749 rVB4 24632 76418 1.62% 0.187%

Sum of corrected areas: 40847980
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Aug 2021 18:03
: M3449-10

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
BF125093.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF125093.D\data.ms

5.539
6.539

7.481

2.251 6.922

5.157

Time-->
Abundance

4000000

3000000

2000000

1000000

|
LR LA DL L L ML L L L L L I L L L I B B L L L B B B B B B L B B R I R I

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

TIC: BF125093.D\data.ms

9.280 13.033

10.745

9.957 11.445

8.198 11.968

12.751

8.09

P 12.6512.88

L

0
Time-->
Abundance

4000000

3000000

2000000

1000000

10.145

\ —=
.00 10.50 11.00
TIC: BF125093.D\data.ms

11.092 11.83

\ T == T
11.50 12.00 12.50 13.00

10

14.080

13.927

14.3741B6862 15.254515|6)756 16165856 17.080 17.46217.715 18.197

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03

Operator : JU/CG

Sample : M3449-10

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.251 34.76 ng 1908420 1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 28 (2.251 min): BF125093.D\data.ms (-20) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
87.0 \\\\\‘\\\\ L
‘ 220 2.40 260
oHWWwWMHH_Ww,mwHWww,wwww m/z 43.00  45.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B
220 240 2.60
43.0 o
87.0 m/z 55.00 34.24%
\ \‘ 90 If
O\H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 240 2.60
5000 m/z 87.00 24.58%
55.0
27.0 41lo0
oo L0 L smomse
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 240 2.60
87.0 m/z 41.00 14.04%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
Hw‘uW‘Hw‘Hw‘H‘_H‘_H‘MH‘_H‘_H‘_‘HM‘HM‘HM‘H P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.157 3.16 ng 173402  1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 522 (5.157 min): BF125093.D\data.ms (-512) (-) m/z 42.95 100.00%
43.0
59.0
5000
T T
‘ 83.0 101.0 4.80 5.00 5.20 5.40
Ol prbl e e e M/Z 59.00 52.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AN e S EEmanw
4.80 5.00 5.20 5.40
59.0 m/z 101.00  16.19%
101.0
O\\‘\\\\‘\2\3\.‘0“1\\\“w}\\‘\\‘i\‘\\\7\0‘.9\\?%\.(\)\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.46%
29.
87.0
“_“W‘H““w R e AR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- AN E e AR RRmRE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.67%
5000
101.0
41.0
ol 180 2iil ol 720 B30 |
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\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.098 8.22 ng 601036 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Butyl lactate 146 C7H1403 000138-22-7 47
Abundance Scan 1022 (8.098 min): BF125093.D\data.ms (-1018) (-) m/z 57.00 100.00%

57.0
5000
75.0 A RAREE N
39 ﬁ ‘ 100.1 1310 7.80 8.00 8.20 8.40

bl ol U 30 sz 45.00  98.16%

m/z--> 20 40 60 80 100 120 140 160

Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-

57.0
5000 LU L B R B B BN
29.0 7.80 8.00 8.20 8.40
75.0 m/z 40.95 33.76%
‘ 1000 1320
O\\‘\“\‘H\\‘H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
B e REEENEEEE N
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.56%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- N aEREEE RS
45.0 7.80 8.00 8.20 8.40
m/z 75.00 14.76%
5000
89.0
2710
SO0 N 7 S VO
m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.968 19.82 ng 1756150 Phenanthrene-d10 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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1680 (11.968 min): BF125093.D\data.ms (-1673) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
213.2 T
\M 101.0 157.1185.1 256.1 12.00
Obrrrrrrrfiied m/z 60.00 98.98%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000
129.0 12.00
213.0 m/z 72.95 93.54%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
12.00
5000 129.0 ITI/Z 57.00 86.86%
171.0
214.0
olSD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid ==
43.0 73.0 12.00
m/z 55.00 81.81%
5000
129.0 242.0
199.0
WL e | amo
O brrrrber il MLl b T e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 +trans-Sinapyl alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.145 2.01 ng 178550  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 93
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 87
3 2-Butenal, 3-methyl-, dibutylhyd... 210 C13H26N2 075268-13-2 53
4 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803 149083-03-4 53
5 1H-Naphtho[2,1-b]pyran-1-one, 3-... 210 C14H1002 005891-82-7 46
Abundance Scan 1710 (12.145 min): BF125093.D\data.ms (-1707) (-, 210.05 100.00%
167.0 210.1
5000
580 910 4
1210 | 12.00 12.50
0 B I 167.00  97.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 -y
12 00 12.50
77.0 121.0 ‘ m/z 154.80  33.10%
ob— ‘ o ‘\‘\‘ \‘U\ “‘\“ ’ MM‘ ‘HH}\ ‘\‘\Hi“w : \mm‘ ‘\‘ Ly ‘\‘\1 Ll \““ e “‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
1A N
12. 00 12.50
5000 77.0 m/z 149.00 30.01%
121.0
53,0
29.0 ‘
0 ":uM‘MmH_“Hw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87455: 2-Butenal, 3-methyl-, dibutylhydrazone
167.0 12.00 12.50
m/z 182.00  29.23%
5000 210.0
125.0
200 890 ‘
; WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
12.751 11.88 ng 1052540  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1813 (12.751 min): BF125093.D\data.ms (-1808) (1 m/z 43.00 100.00%

43.0
73.0
5000
129.0
1851 2412 12:50 13.00
\M \ | ‘ 2840 . : 9
O e e L B B A m/z 57.00 84.63%
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 T T
12.50 13.00
m/z 59.95 84.14%
‘ 185.0 5410 284
ok ‘\“ \“\ W \‘H“‘M”‘L w‘u‘\“h; 1 - . S ‘L - ““
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
— =
12.50 13.00
5000 129.0 m/Z 73.00 81.51%
7.0 1710 2130 2560
o) E— “\" U“ “H“‘\‘ \\hu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ,
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid —— =
3
43.0 73.0 12.50 13.00
m/z 55.00 75.36%
5000 129.0
171.0
LT
oL “\‘ H’H‘\ MH““‘“”‘H\“ {‘\H‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ — e s
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\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.927 8.02 ng 558193 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 2013 (13.927 min): BF125093.D\data.ms (-2009) (- m/z 57.00 100.00%

57.0
5000
11.1
e
14.00
230.0
ol Al “ ‘H‘ bl 182177772810 w/z 43.e0  76.43%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
11.0 14.00
‘ m/z 55.00 75.35%
169
O \J\ ‘\“ \“\ f‘\ “i “ “ ‘“ “\ \ T \“2\2\‘4;\0‘2\6\9\0\ ‘ L ‘ T \‘4.\2\0\0\
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
e
14.00
5000 11.0 m/z 83.05 60.12%
oLl ‘ | Il 1680 23802830 3840
e i B e R A
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate ——
57.0 14.00
m/z 69.00 51.12%
5000
11.0
169.0
\‘ | H ‘ H\ ‘\ \ i | 238. 02830 434.(
O I B R B R T
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.374 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.374 3.24 ng 225546 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Dehydrocholesterol isocaproate 484 C33H5602 1000252-60-9 37
2 Cholest-5-en-3-0l1 (3.beta.)-, pr... 442 C30H5002 000633-31-8 25
3 21-Acetoxypregnenolone 374 C23H3404 000566-78-9 17
4 Boscartol F 300 C20H2802 1486443-17-7 16
5 7.alpha.,17.alpha.-Dimethyl-5.be... 320 C21H3602 1000448-60-5 12

Abundance Scan 2089 (14.374 min): BF125093.D\data.ms (-2084) (- m/z 43.00 100.00%

43.0
95.0
5000 145.0
2131 5751
386.3 — ——
‘ ‘ ‘ ‘ 14.00 14.50
oL Rt} MWH‘HH_ m/z 55.00 90.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance #335224: 7-Dehydrocholesterol isocaproate
43.0
5000 — —
14.00 14.50
368.0 m/z 57.00 60.51%
145.0
O T ‘H %u‘m H“\ H‘h \m\‘H‘ i %\820\‘ T \Z?Z}O\ T ‘ L ‘ T ‘\ \‘\ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #323180: Cholest-5-en-3-ol (3.beta.)-, propanoate
57.0
— —
14.00 14.50
5000 105.0147.0 368.0 m/z 95.00 57.82%
0 \ L H\ ‘\\‘ MMWW
miz--> 50 100 150 200 250 300 350 400
Abundance #283079: 21-Acetoxypregnenolone — —T—
43.0 255.0 301.0 14.00 14.50
m/z 41.00 47.57%
5000
1.0 145.0 374.0
2 Ll ]
Il Lo Il Ll MM im AL Lo | |
om_”‘“ ““mHHW‘H_HW‘HH_ — —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptadecyl heptafluorobutyrate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.562 2.59 ng 180144 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 E-14-Hexadecenal 238 C16H300 330207-53-9 89
5 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 87

Abundance Scan 2121 (14.562 min): BF125093.D\data.ms (-2116) (- m/z 57.00 100.00%

57.0
5000
LN \
{ fso 239.9 14.50
0t bbbl b e m/z 5.0 78.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 —— ‘
14.50
% m/z 43.00  73.15%
OHJ\‘HH \w\\j\“HH‘TZ\:DTT8‘\()H\‘HH‘HH‘4\\3\\‘(\)\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
LN \
14.50
5000 ITI/Z 83.00 69.24%
252.0
OJh'.x%gom'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299848: 1-Heptacosanol T
57.0 14.50
m/z 97.05 54.60%
5000
125.0
ottt 19002640 8780 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.662 3.04 ng 211328 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 (C28H58 000630-02-4 86
Abundance Scan 2138 (14.662 min): BF125093.D\data.ms (-2133) (- m/z 57.00 100.00%
57.0
> \A—/J\AJUA\
9.1 —— —
14.50 15.00
411  197.2
0L ‘$quﬂhMﬁhww‘p‘ww‘y;“%ﬁﬁq“ R m/z 71.00 56.98%
mlz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — e
14.50 15.00
m/z 43.00 50.33%
.0
Ll % am018802050 2620
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
—— —
14.50 15.00
5000 m/z 85.05 39.22%
‘ 9.0
ol bi ] J4r0ms0 2840
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 14.50 15.00
m/z 55.00 23.06%
o M/\J\/\/\/w
9.0
oL 14 L] ) 141018302250 267.0 3000 367
A R B T e L B —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.215 3.01 ng 136104 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2232 (15.215 min): BF125093.D\data.ms (-2228) (- m/z 57.00 100.00%
57.0

1500 1550
11 . .
0 ‘m‘mm‘“ “‘ ”‘ T “1‘8‘3‘?””‘2(‘32‘39‘_m_m m/z 71.00  60.79%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — ——
15.00 15.50
m/z 43.00 55.28%
0 \‘ \L ‘ H\ ) H‘ | ]W4\1 \01783 022502680
\\\\‘ \\‘\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 42.50%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 15.00 15.50
m/z 55.00 25.10%
w WM
ol h‘ H | 141918302250 281.0 337.0 394.
i “‘ e T R B e S S e —— ——
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\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.345 2.96 ng 133663 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86

Abundance Scan 2254 (15.345 min): BF125093.D\data.ms (-2249) (- m/z 57.00 100.00%
57.0

— —r
111 “ 1412 197.0239.0283.0 15.00 15.50
Y B 0 0 O e it NN m/z 43.60  61.27%
mlz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — e
15.00 15.50
m/z 71.00 59.44%
0 \‘ ‘ H\ I M‘ | 14\1 \01783 0225.0 282.0
\\\\‘ \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —r—
15.00 15.50
5000 m/Z 85.05 49,97%
141.0
AR ——
miz-> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — T
57.0 15.00 15.50
m/z 55.00 22.30%
w AMw$mAﬁﬂAkaﬂwMAw/mw
41.0
asa 1113 “Osomso a0
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\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.756 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.756 4.31 ng 194992 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Boscartol F 300 C20H2802 1486443-17-7 43
2 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 27
3 Dihydroartemisinin, 5-deshydroxy... 266 C15H2204 082596-30-3 15
4 1-Naphthalenepropanol, .alpha.-e... 292 C19H3202 055649-42-8 12
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12

Abundance Scan 2324 (15.756 min): BF125093.D\data.ms (-2317) (- m/z 43.00 100.00%

43.0
107.0
61.1
5000
213.1 303.3
414 T T
\\ i | L T e o
0 ” “\““\“‘w m/z 55.00 81.48%
m/z--> 5 100 150 200 250 300 350 400
Abundance #199984: Boscartol F
43.0 91.0
5000 159.0 e —
15.50 16.00
m/z 57.00 73.19%
211.0
O T \“\ \ H‘}m“‘\l“m“\ ‘M“ ‘\“l‘\”\ ‘\ %6\7\‘0\ i T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
— —
15.50 16.00
5000 m/z 106.95 63.73%
368.0
145.0
Jm‘ Ly, 2130 zis0 ||
ol M \H\H h \‘M\ — e H\‘\H\H‘\“u}“‘u‘\‘\“"\‘
m/z--> 5 100 150 200 250 300 350 400
undance #155394: Dihydroartemisinin, 5-deshydroxy-6-deshydro- T , T T
Abund hyd isini deshyd deshyd | ‘
43.0 15.50 16.00
m/z 41.00 58.79%
5000
133.0
266.0
- ’%Hb‘ TRWD o C—— S
m/z--> 5 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.068 2.32 ng 104885 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
Abundance Scan 2377 (16.068 min): BF125093.D\data.ms (-2372) (- m/z 57.00 100.00%
57.0
T \
‘ 9. 281.0 16.00
(IR L HMM“M ',““ m/z 71.080  64.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — ‘
16.00
m/z 43.00 60.38%
O uh\ H\]\.I h h\ \1\6\9 \O s 2\2‘\5 O 309 0 365.0 437.1
\\\\‘\!\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
R \
16.00
5000 m/z 85.05 40.26%
o L L1 3090 2250 2810 3800
A A B T L B
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane T
57.0 16.00
m/z 55.00 23.85%
0 | ‘ ‘ “\ ‘h h‘ ul \\ \6\9 9 L 225 0 281 O 352 O
H“““,H‘ R o L A B BRI mm ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.156 4.90 ng 221647 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
5 Tritetracontane 605 C43H88 007098-21-7 86

Abundance Scan 2392 (16.156 min): BF125093.D\data.ms (-2383) (- m/z 57.00 100.00%
57.0

—— —
‘ h‘ ‘ 6.9 263.9 16.00 16.50
0o bbb ““ R e m/z 43.00  64.25%
mlz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 —r ——
16.00 16.50
m/z 71.05 64.09%
130
O uh\ h\ J\ h‘ | 6\9\0\2\2\50 3090 3650 437'
\\\‘\ f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
—— —
16.00 16.50
5000 ITI/Z 85.05 47.31%
13.
oL L |} JM 1690 225.0 281.0 337.0 394.0
Al ““ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176388: 10-Methylnonadecane — —
57.0 16.00 16.50
m/z 55.00 25.08%
154.0
SR N0 O 7 S S
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.080 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.080 2.68 ng 121188 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hexacosane 366 C26H54 000630-01-3 41
3 Octacosane 394 (C28H58 000630-02-4 38
4 Pentacosane 352 C25H52 000629-99-2 38
5 Heneicosane 296 C21H44 000629-94-7 38

Abundance Scan 2549 (17.080 min): BF125093.D\data.ms (-2543) (1 m/z 57.00 100.00%

57.0
5000 276.1
9.0 — |
| ‘ 0182.9 17.00
oL “H"pw“u‘w v VNN m/z 71.60 52.83%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 ——
17.00
m/z 276.10  42.08%
O \“\ ‘\“‘ “H‘ \“‘\ h“ \“‘ \]T\ “ “‘\%8\‘3\()‘2!2\5\(\)‘ \2\8\2\()‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
I LT
17.00
5000 ITI/Z 43.00 38.54%
9.0
oLl Lyl | 1#1018302250267.03000 3660
R B L o A w RS '
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane 7 ‘
57.0 17.00
m/z 85.10 36.89%
- MW\J\'/\MW\
oL \\ | 1*1-0183.02250 2810 337.0 394
L B B —
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125093.D

Acqg On : 18 Aug 2021 18:03
Operator : JU/CG

Sample : M3449-10

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.251 34.8 ng 1908420 1 6.922 1098010 20.0
2-Pentanone, 4-... 5.157 3.2 ng 173402 1 6.922 1098010 20.0
Ethanol, 2-(2-b... 8.098 8.2 ng 601036 2 8.204 1461990 20.0
n-Hexadecanoic ... 11.968 19.8 ng 1756150 4 11.445 1772390 20.0
trans-Sinapyl a... 12.145 2.0 ng 178550 4 11.445 1772390 20.0
Octadecanoic acid 12.751 11.9 ng 1052540 4 11.445 1772390 20.0
Heptafluorobuty... 13.927 8.0 ng 558193 5 14.080 1392330 20.0
unknownl4.374 14.374 3.2 ng 225546 5 14.080 1392330 20.0
Heptadecyl hept... 14.562 2.6 ng 180144 5 14.080 1392330 20.0
Eicosane 14.662 3.0 ng 211328 5 14.080 1392330 20.0
Nonadecane 15.215 3.0 ng 136104 6 15.580 904260 20.0
Octacosane, 2-m... 15.345 3.0 ng 133663 6 15.580 904260 20.0
unknown15.756 15.756 4.3 ng 194992 6 15.580 904260 20.0
Hentriacontane 16.068 2.3 ng 104885 6 15.580 904260 20.0
Octacosane 16.156 4.9 ng 221647 6 15.580 904260 20.0
unknownl17.080 17.080 2.7 ng 121188 6 15.580 904260 20.0
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