LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP©@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS Vvial : 15 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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3873.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.946 6 10 28 rVB 6836644 7706618 100.00% 17.862%
2 3.105 30 37 48 rW 186886 382379 4.96% 0.886%
3 3.193 48 52 60 rVB 383295 471077 6.11% 1.092%
4 5.822 491 499 509 rBV 2264011 3379286 43.85% 7.832%
5 7.463 770 778 791 rBV 2093843 3416984 44.34% 7.920%
6 8.298 913 920 927 rVB 648682 1020759 13.25% 2.366%
7 9.463 1109 1118 1129 rBV 1346693 2215241 28.74% 5.134%
8 11.134 1394 1402 1414 rBV 789397 1328597 17.24% 3.079%
9 13.545 1804 1812 1828 rBV 2799891 4351494 56.46% 10.086%

10 14.339 1942 1947 1955 rBV 279488 478756 6.21%

=
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=
[
R

11 14.686 2000 2006 2012 rBV4 58140 137479 1.78%
12 14.763 2016 2019 2024 rVB 97647 136348 1.77%
13 14.916 2038 2045 2057 rBV2 1118539 1739508 22.57%
14 15.716 2177 2181 2188 rVB 111683 156606 2.03%
15 16.398 2291 2297 2308 rBV 2156088 3317033 43.04%

NoOoOPrpPOO®
(]
w
N
R

16 16.621 2332 2335 2342 rVB2 124152 173806 2.26% 0.403%
17 17.645 2504 2509 2517 rBV 1334557 1913984 24.84%  4.436%
18 20.139 2928 2933 2942 rVB 4899477 5819224 75.51% 13.488%
19 21.321 3130 3134 3146 rBV 819751 1003798 13.03% 2.327%
20 21.668 3188 3193 3199 rBV 1463590 1945831 25.25% 4.510%

21 24.150 3607 3615 3625 rVB 901936 1851713 24.03%  4.292%
22 24.745 3711 3716 3727 rVB2 88922 198268 2.57% 0.460%

Sum of corrected areas: 43144789
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 09 Nov 2020 17:57
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
BP003873.D

L4658-08

: 15  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP003873.D\data.ms
946

5.822 7.463

9.463
8.298 11.134

b

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Time-->
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003873.D\data.ms

20.139

13.545

16.398

14.339, 436

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP003873.D\data.ms

21.668
21.321 24.150

24.745

07
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 2750 28.00 2850 29.00

8270-BP110320.M Tue Nov 10 16:32:31 2020 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 unknown2.946 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.946 151.00 ng 7706620 1,4-Dichlorobenzene-d4 8.298

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
5 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9
Abundance  Scan 10 (2.946 min): BP003873.D\data.ms (-6) (-) m/z 73.10 100.00%

73.1
5000

3.003.103.203.303.40

I, || 132.4193.2 259.1  372.6432.5490.6548.i

O M T P P P A T T T o T T T T m/z 43.00 56.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 T T T T T[T T [T T T[Tt
3.003.103.203.303.40
m/z 89.00 31.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R AR RAREEEES
3.003.103.203.303.40
5000 m/z 41.10 10.42%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2137: Propane, 2-methoxy-2-methyl- AR aaaRaE
73.0 3.003.103.203.303.40
m/z 45.05 8.57%
5000
o‘H“JJ““‘MWm‘HH‘HH‘mWm‘uu‘mWm_m_ A RAARaaaREEEa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Cyclohexane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.105 7.49 ng 382379 1,4-Dichlorobenzene-d4 8.298

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclobutane 56 C4HS8 000287-23-0 47
Abundance  Scan 37 (3.105 min): BP003873.D\data.ms (-30) (-) m/z 56.05 100.00%
56.0
e
H ‘ 300 320 3.40
ol il 1369 2068 276.1340.4 413.1476.75407  n/z 84.05  64.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1457 Cyclohexane
56.0
5000 L LA L B B B
3.00 3.20 3.40
‘ m/z 41.05 54.37%
0 ‘\J\'\\iu\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
T
3.00 3.20 3.40
5000 m/z 55.00 39.54%
0Ll L e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1494: Cyclopentane, methyl- L B o e e
56.0 3.00 3.20 3.40
m/z 69.10 26.36%
- Awww/\\A
0 I“““ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.193 9.23 ng 471077 1,4-Dichlorobenzene-d4 8.298

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 52 (3.193 min): BP003873.D\data.ms (-48) (-) m/z 73.05 100.00%
73.0
5000 ]k
R e
}’ 3.00 3.20 3.40 3.60
ol MLil 1530 2253 20303495 4205 5209 1, 4310  43.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L B B B B
3.00 3.20 3.40 3.60
‘ m/z 55.00  29.44%
O Jl\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R e
3.00 3.20 3.40 3.60
5000 m/z 87.05 27.03%
O A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- R m e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.58%
5000
0 J\u“"H‘mW‘H‘m"HH‘m“HHWHWHWH_ LA N NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.321 10.32 ng 1003800 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3134 (21.321 min): BP003873.D\data.ms (-3130) (- m/z 55.10 100.00%
55.1
5000 L
125.1 T ]
‘ 280.3 21.00 21.50
ol 4\‘\“!"““1‘9?‘1‘”"m‘“?"?7“9“4‘2‘5‘?””‘5‘39‘3‘ m/z 57.10  99.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano
55.0
5000 — —
21.00 21.50
5.0 m/z 43.10 97.14%
0 hh\ 1\ ‘Hll 196.0 266.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— ——
21.00 21.50
5000 m/z 83.10 85.66%
111.0
0 196.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane — —
57.0 21.00 21.50
m/z 69.10 76.43%
5000 MWWV&%MWVA\VWNWJN
ol ‘ |1 1550 2680
_“,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP@@3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 1-Triacontanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.745 2.14 ng 198268 Perylene-di2 24.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Triacontanol 438 C30H620 000593-50-0 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
4 13-Methyl-Z-14-nonacosene 420 C30H60 1000131-19-0 92
5 9-Hexacosene 364 C26H52 071502-22-2 91

Abundance Scan 3716 (24.745 min): BP003873.D\data.ms (-3711) (- m/z 57.10 100.00%

57.1
5000

105.1 — —
1930 2810 2450  25.00
ek { ’“‘m bbbt o 4149 49118491 s g g3 gsy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224416: 1-Triacontanol
57.0

o

5000 — —
24.50 25.00
125.0 420.0 m/z 83.05 76.85%
0 ‘l \l”‘\l\ |11A5AO‘ 265.0 336.0 |
‘\H\‘\\H‘\\H‘\\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
7 —
24.50 25.00
5000 ITI/Z 55.10 75.60%
125.0
0 195.0 292.0 392.0
T T T P T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate — —
43.0 24.50 25.00

m/z 97.00 68.58%

B A WJ\AM\/\
|

0 1 n“‘x | 181.0 250.0308.0 378.0438.0
e e i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110920\
Data File : BP©©3873.D

Acqg On : 09 Nov 2020 17:57
Operator : CG/JU

Sample : L4658-08

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.946 2.946 151.0 ng 7706620 1 8.298 1020760 20.0
Cyclohexane 3.105 7.5 ng 382379 1 8.298 1020760 20.0
Butane, 2-metho... 3.193 9.2 ng 471077 1 8.298 1020760 20.0
1-Heneicosanol 21.321 10.3 ng 1003800 5 21.668 1945830 20.0
1-Triacontanol 24.745 2.1 ng 198268 6 24.151 1851710 20.0
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