LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©03629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L44e8-10

Misc :

ALS Vvial : 12 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-BP101420.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3629.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.010 16 21 28 rVB 53651 61673 1.08% 0.227%
2 3.275 57 66 76 rBV 584436 1035861 18.10% 3.816%
3 3.363 76 81 98 rVB 1534906 1888964 33.01% 6.958%
4 5.499 438 444 450 rBV 121120 170930 2.99% 0.630%
5 6.028 525 534 545 rBV 810853 1192239 20.83% 4.392%

6 7.675 807 814 823 rBV 654600 1058658 18.50%
7 8.093 878 885 892 rBV 43081 67797 1.18%
8 8.540 954 961 0968 rBV 336880 539818 9.43%
9 9.704 1151 1159 1170 rBV 934252 1530694 26.75%

1.386 1436 1445 1458 rBV 416865 709734 12.40%

NUVTER O W
O
o]
O
R

11 12.204 1577 1584 1591 rVB 52232 88888 1.55%
12 13.769 1841 1850 1860 rBV 2477814 3518199 61.48% 12.
13 14.551 1978 1983 1989 rBV 311124 431936  7.55%
14 15.139 2076 2083 2091 rVB 674781 982211 17.16%
15 16.604 2326 2332 2343 rBV 1368745 1947012 34.02%

NwkrNOO
w1
o}
=
R

16 17.857 2538 2545 2551 rBV 846291 1204332 21.05%
17 18.663 2677 2682 2690 rBV 416628 584470 10.21%
18 18.727 2691 2693 2705 rVB 36407 70218 1.23%
19 19.857 2881 2885 2901 rBV 142605 208724  3.65%
20 20.321 2958 2964 2969 rBV 4727872 5722323 100.00% 21.

P OONSM
N
Uil
o]
R

21 21.486 3158 3162 3172 rBV 950101 1047220 18.30%
22 21.862 3220 3226 3232 rBV 984947 1328542 23.22%
23 21.951 3237 3241 3249 rVB5 41505 78691 1.38%
24 22.445 3319 3325 3331 rBV5S 60071 108697 1.90%
25 24.439 3656 3664 3673 rVB2 629454 1298856 22.70%

OO PhwW
N
O
[
X

26 25.050 3762 3768 3778 rBV2 120275 270040 4.72%  0.995%

Sum of corrected areas: 27146727
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Oct 2020 17:59
: CG/IU

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
BP003629.D

L4408-10

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BP003629.D\data.ms

3.363

6.028 9.704

7.675
3.010 5-1199 }\

3.275

11.386

8.540
8.003 |

Time-->
Abundance

4000000

3000000

2000000

1000000

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

TIC: BP003629.D\data.ms

20.82

13.769

16.604

17.857

15.139
18.663

1%27

14.551
12.204 19./8L57

0
Time-->
Abundance

4000000

3000000

2000000

1000000

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
TIC: BP003629.D\data.ms

21.48621.862
24.439

211.951 22.445 25.050

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 Amylene hydrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.010 2.28 ng 61673 1,4-Dichlorobenzene-d4 8.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Amylene hydrate 88 C5H120 000075-85-4 78

2 Silane, trimethyl- 74 C3H1eSi 000993-07-7 72

3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 64

4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 40

5 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 36

Abundance  Scan 21 (3.010 min): BP003629.D\data.ms (-16) (-) m/z 59.00 100.00%

59.0

-

5000
‘ 3.00 320 340
Ol i1, 12351863 2651329.9 4151 481.0539C ./, 73,00  65.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2099: Amylene hydrate
59.0
5000 \‘\\\\‘\\\\‘\\
3.00 3.20 3.40
m/z 55.00 41.79%
O‘LJI“J \h\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #800: Silane, trimethyl-
59.0
P
3.00 320 340
5000 ITI/Z 43.05 31.20%
0W‘HJ‘“M'H,HHW‘“H‘WHWm_m‘uwmmuw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4462: 3-Pentanol, 2-methyl- S
59.0 3.00 320 340

m/z 40.95 14.40%

0 u\ I‘U‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.363 69.99 ng 1888960 1,4-Dichlorobenzene-d4 8.540

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 56
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 81 (3.363 min): BP003629.D\data.ms (-76) (-) m/z 73.05 100.00%
73.0
5000 JL
Raama e
‘ ‘ 3.00 3.20 3.40 3.60
ob MLl 1627226828383465 417047875354 1/, 4305  32.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR L LB R
3.00 3.20 3.40 3.60
H ‘ m/z 87.10 27.24%
O\\J\\“WT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R A Rama R
3.00 3.20 3.40 3.60
5000 m/z 55.00 23.37%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- p A
73.0 3.00 3.20 3.40 3.60
m/z 41.05 11.02%
5000 M
0 | \1\ )

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\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.499 6.33 ng 170930 1,4-Dichlorobenzene-d4 8.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 444 (5.499 min): BP003629.D\data.ms (-438) (-) m/z 42.95 100.00%
43.0
5000
101.0
RN ENEEERE R
5.20 5.40 5.60 5.80
ob bl 2091 2806 361042094790540¢ ) 5o 09 g5.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B L R

5.20 5.40 5.60 5.80

m/z 101.00  27.49%
101.0

Ll

O‘\\ w‘lru‘wuu‘HH‘HH‘\H\‘HH‘\H\‘HH“H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

43.0
R mma
5.20 5.40 5.60 5.80
m/z 58.00 16.07%
5000 101.0
o_u‘“!“\H"um‘HHWH_H‘_m_ww,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #78615: Tetraglyme R e
59.0 5.20 5.40 5.60 5.80
m/z 41.05 9.94%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.093 2.51 ng 67797 1,4-Dichlorobenzene-d4 8.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 64
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 42
Abundance Scan 885 (8.093 min): BP003629.D\data.ms (-878) (-) m/z 45.00 100.00%
45.0
R
’104.0 7.80 8.00 8.20 8.40
O[T 1779 28133469 46038204 ./, 59,09  39.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 #wu\wu\wuu,um
7.80 8.00 8.20 8.40
m/z 71.95 34.17%
s
O‘\\\\l‘f\\l‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32644: Diethyl carbitol
45.0
e ARERERES RS R
7.80 8.00 8.20 8.40
5000 m/z 73.00 20.75%
0 JNl 103.0
LR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- R ERBRARE SRS oL
45.0 7.80 8.00 8.20 8.40
m/z 43.05 19.73%
5000
ol A0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.663 9.71 ng 584470  Phenanthrene-d10 17.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2682 (18.663 min): BP003629.D\data.ms (-2677) (- m/z 73.00 100.00%

3

5000
213.2
— =
| ”“1 H 21 18.50 19.00
0L Hm Lfil 27313318 402.2463.2 548! /7 60.00  75.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 RN LT
18.50 19.00
213.0 m/z 43.05 73.65%
O‘\\\\IH m‘"lhhl[llfl\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73.0
T —
18.50 19.00
5000 ITI/Z 41.05 63.98%
171.0
o_‘}‘ ; ]HJIJ.\HM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid T B
73.0 18.50 19.00
m/z 55.10 63.22%
5000
‘L 199.0
L5. m “
0 \ m ép\” e =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.857 3.47 ng 208724  Phenanthrene-die 17.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 N-Cyclooct-4-enylacetamide 167 C1OH17NO 170952-69-9 25

Abundance Scan 2885 (19.857 min): BP003629.D\data.ms (-2881) (- m/z 73.00 100.00%
3.0

5000
241.3
— —
\ } WL ‘ ‘ 326.9 : 19.50 20.00
ob - Lbdbd L L LY L] 18269 416147835413 0 43 19 73.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — s
19.50 20.00
’ 284.0 m/z 60.00 67.50%
O‘\\"\ “ HIJ‘“M\J\H\W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
— —
19.50 20.00
5000 ITI/Z 57.05 65.78%

199.0

sl |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

:

Abundance #84455: Tetradecanoic acid
73.0 19.50 20.00
m/z 55.05 63.80%
5000
185.0
o_muu’ «m‘h{w‘u:MM5H\H_‘HWH_Wwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 5-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.486 15.77ng 1047220 Chrysene-diz 21.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 s-Eicosene, (B)- 280 o0 074685-30-6 99

2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 3162 (21.486 min): BP003629.D\data.ms (-3158) (- m/z 83.10 100.00%

83.1
5000

21.50
Ok Hmlﬁlﬁﬁu«uz‘?%?‘2‘?9‘3‘3“‘9‘9‘49‘1‘9‘7‘15”1"‘5%5“2‘ m/z 55.10  98.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A\

Abundance #127769: 5-Eicosene, (E)-
53.0

5000
2150
m/z 57.05 95.41%
0 J‘m JH 196.0 280.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano
55.0
2150
5000 43.10 91.29%
125.0
o_"‘u,m‘4“‘\“!‘n‘.‘lf%?‘?‘?ﬁ?‘?wwww_m_m_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
83.0 2150

m/z 97.05 91.05%

5000 k
onoo 111 ‘ﬂ?“o 238.0 i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©©3629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L4408-10

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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 9 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.051 4.16 ng 270040 Perylene-di2 24.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Octacosyl acetate 452 (C30H6002 018206-97-8 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 3768 (25.050 min): BP003629.D\data.ms (-3762) (-  m/z 97.05 100.00%

97.0
5000
25.00 |
39 ‘ l 179.0 281 13410 :
o AL iy oh 204010 47525346 0 57 69 93.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
5000 —
25.00
1p>-0 m/z 83.00  89.45%
ol tlLLLi|; 1950 2640 3780
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43.0
T \
25.00

5000 i 11.0 m/z 55.05 80.58%

Lllﬂsio 250.0 320.0 392.0452.0

%

O B e e e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol
57.0 25.00
m/z 69.05 79.06%
5000

{xh1950 2920 3920

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101520\
Data File : BP©03629.D

Acqg On : 15 Oct 2020 17:59
Operator : CG/JU

Sample : L44e8-10

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101420.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|
Amylene hydrate 3.010 2.3 ng 61673 1 8.540 539818 20.0
Butane, 2-metho... 3.363 70.0 ng 1888960 1 8.540 539818 20.0
2-Pentanone, 4-... 5.499 6.3 ng 170930 1 8.540 539818 20.0
Ethanol, 2-(2-e... 8.093 2.5 ng 67797 1 8.540 539818 20.0
n-Hexadecanoic ... 18.663 9.7 ng 584470 4 17.857 1204330 20.0
Octadecanoic acid 19.857 3.5 ng 208724 4 17.857 1204330 20.0
5-Eicosene, (E)- 21.486 15.8 ng 1047220 5 21.862 1328540 20.0
1-Heptacosanol 25.051 4.2 ng 270040 6 24.439 1298860 20.0
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