LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS Vvial : 16 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-BP101920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3763.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.252 52 62 72 rBV 176858 403307 2.85% 0.701%
2 3.346 72 78 95 rVB 719272 1096356 7.76% 1.906%
3  6.011 521 531 549 rBV 1329396 2013966 14.26% 3.501%
4 7.657 802 811 822 rBV 791746 1300050 9.20% 2.260%
5 8.510 948 956 963 rBV 643065 1023969 7.25% 1.780%

6 9.681 1141 1155 1166 rBV 2152321 3645688 25.80% 6.338%
7 11.351 1429 1439 1447 rBV 815369 1381771 9.78%  2.402%
8 13.740 1836 1845 1852 rBV 6179791 8887334 62.91% 15.450%
9 13.992 1882 1888 1903 rVB 654756 958343 6.78% 1.666%
10 14.528 1973 1979 1989 rBV 546068 748824 5.30% 1.302%

11 15.110 2068 2078 2085 rBV 1336214 1965920 13.91%  3.418%

12 16.192 2256 2262 2277 rBV 553104 712904 5.05%  1.239%

13 16.586 2321 2329 2344 rBV 4787368 6813794 48.23% 11.845%

14 17.828 2534 2540 2547 rBV 1652757 2381901 16.86% 4.141%
0

15 18.092 2580 2585 2592 rBV 172931 213696  1.51% 371%
16 18.645 2673 2679 2686 rBV 619850 847903 6.00% 1.474%
17 19.445 2811 2815 2823 rBV 368368 460572 3.26% 0.801%
18 19.751 2863 2867 2871 rVB 219450 233312 1.65% ©.406%
19 19.839 2878 2882 2893 rBV 149263 217841 1.54% 0.379%

20 20.304 2955 2961 2966 rBV 11717013 14128100 100.00% 24.561%

21 20.527 2995 2999 3002 rBV 233603 281444 1.99% ©
22 21.033 3080 3085 3089 rBvV2 110616 148035 1.e5% o
23 21.474 3155 3160 3170 rBV 1728906 2087731 14.78%  3.629%
24 21.845 3218 3223 3232 rVB 1940924 2635032 18.65% 4
25 21.933 3235 3238 3248 rVB2 99100 142422 1.01% ©

26 24.421 3654 3661 3672 rVB 1173076 2439603 17.27%  4.241%
27 25.033 3759 3765 3775 rVB 157034 352974  2.50% 0.614%

Sum of corrected areas: 57522792
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003763.D\data.ms
le+07
8000000
6000000

4000000

9.681

2000000 6.011

3.346 7.657 8.510 11.351

3.292
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP003763.D\data.ms

20.80-

1le+07

8000000

13.740
6000000

16.586
4000000

2000000 15.110 17.828

13.992 18.645
14.528 16.192 18.092 19'/4\14139.9'.339

S e L s s LS
Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP003763.D\data.ms

1le+07
8000000
6000000

4000000

21.4741.845
2000000 oaa21

527 21.033 21.933 /\ 25.033
Lo

Time--> 2050 21.00 2150 2200 2250 23.00 2350 2400 2450 2500 2550 26.00 26.50 27.00 2750 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.346 21.41 ng 1096360 1,4-Dichlorobenzene-d4 8.510

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 78 (3.346 min): BP003763.D\data.ms (-72) (-) m/z 73.05 100.00%
73.0
5000 I\\
R R
‘ ‘ 3.00 3.20 3.40 3.60
ob M1l 1297 206926693262 398745685213 1/, 4310 30.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 [TT T [ TTT T rTTT 71
3.00 3.20 3.40 3.60
H ‘ m/z 87.05 27.19%
O\\A\\“WT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R R AR
3.00 3.20 3.40 3.60
5000 m/z 55.05 23.71%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- R L R
73.0 3.00 3.20 3.40 3.60
m/z 71.10 10.55%
5000 [&
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\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-

BP101920.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.992 9.75 ng 958343  Acenaphthene-d10 15.110
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 52
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 50
4 Acetaminophen 151 C8H9NO2 000103-90-2 50
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 50
Abundance Scan 1888 (13.992 min): BP003763.D\data.ms (-1882) (- m/z 109.10 100.00%
43.0 109.1
5000
AL
H\ M\ 691 581.1339.8402.9460.7 527.1 1400
Ol TP 28119990 90294007220 m/z 43.00  98.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
14.00
m/z 151.00 63.98%
m 69.0
O‘\\“\\\‘fdl\ﬂ\‘u\“\M“‘IWLIH\A\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24779: Metacetamol
109.0
——
14.00
5000 m/z 41.05 22.79%
43.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24972: Pyridine, 2-butyl-, 1-oxide =~
109.0 14.00
m/z 85.10 19.10%
5000
32.0 ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 unknownl6.192 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.192 7.25 ng 712904  Acenaphthene-die 15.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 53
2 Acetaminophen 151 C8H9NO2 000103-90-2 38
3 Metacetamol 151 C8HINO2 000621-42-1 38
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 35

Abundance Scan 2262 (16.192 min): BP003763.D\data.ms (-2256) (- m/z 43.10 100.00%

43.1 109.1
213.2
5000
T T
M d | 16.00 16.50
ol bl | o | 80934114011 488.5549. ./, 199 @5  96.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
1600 16.50
m/z 213.20  55.83%
‘ ’ ‘ 69.0
O‘\\“\\\‘flh\d\‘u\hm[hf‘\“\’\\‘\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen
109.0
— —
16.00 16.50
5000 ITI/Z 151.05 41.25%
43.0
L SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24779: Metacetamol —— — A
109.0 16.00 16.50
m/z 41.10 25.68%
5000
43.0
O i 1’1 m Iw |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.645 7.12 ng 847903  Phenanthrene-die 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2679 (18.645 min): BP003763.D\data.ms (-2673) (- m/z 73.00 100.00%

73.0
5000
213.2
—— ==
R
ol s"H*m\ AL 821 3560 427.1488.9548.1 ./, 59,95  72.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN CTT
18.50 19.00
m/z 43.10 70.24%

W 213.0
O\\i“ \\"“Jl“\“\‘\lk\lf‘\“\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid

73.0

18.50 19.00
5000 m/z 55.05 64.11%
L 228.0
0Lk mm“‘M H*\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid B —
73.0 18.50 19.00

m/z 57.10 61.31%

5000
214 0
0 \ “ \Ih ﬂ\ L F ul l | -

m/z--> 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\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.445 3.87 ng 460572  Phenanthrene-d10 17.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 99
2 Cyclohexadecane 224 C16H32 000295-65-8 98
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Pentafluoropropionic acid, 4-hex... 388 C19H33F502 1000283-04-1 93

Abundance Scan 2815 (19.445 min): BP003763.D\data.ms (-2811) (-  m/z 83.05 100.00%

83.0
5000
19.50
4.1 224.2 .
o MU Bsa1 282 sore w151 as01sas . ss16 o708
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55.0
5000 SR
19.50
m/z 69.10 90.56%
5.0
OJ‘IKHI‘”E‘J\IZS?'O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55.0
—
19.50
5000 ITI/Z 97.10 84.01%
5.0
‘ 224.0
o b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107662: n-Heptadecanol-1 T
55.0 19.50
m/z 43.05 80.73%
5000
125.0
I H\ 210.0
oAb e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Cetene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.527 2.14 ng 281444 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 96
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 2999 (20.527 min): BP003763.D\data.ms (-2995) (-  m/z 83.10 100.00%
e

o AMWJ
U
} Lﬂ53.1 252.4 20.50
Ol ML 2oed  897.1415.1474.45350  nyz 55.05  95.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81243: Cetene
41.0
5000 —— ‘
20.50
1.0 m/z 57.85 88.73%
O‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
53.0
U
20.50
5000 ITI/Z 69.05 87.93%
_“‘“H‘H‘ww“w‘H“H“_‘H“H“H‘w“u“u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol — ‘
55.0 20.50
m/z 97.05 86.05%
5000
H 125.0
o_‘h\‘mH‘m,.“‘1‘9‘?9‘?\?6”9"HWww_m_ =h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 2
R.T. EstConc Area Relative to ISTD R.T.
21.474 15.85 ng 2087730 Chrysene-d12 21.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

Abundance Scan 3160 (21.474 min): BP003763.D\data.ms (-3155) (-  m/z 57.05 100.00%

57.0
5000
1p5.1 A o ;
196.2 280.3 21.50
(
ol AL 2582 SO0° 3972 429.2489.95481  nyz 83.85  99.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 ‘ ‘
21.50
m/z 55.05 93.21%
0 J‘m n 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 ITI/Z 97.05 92.37%
5.0
o M as0 2000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1 ==
83.0 21.50
m/z 69.05 88.96%
5000 A¥
0191b|\‘ | ":LF“.O 2380 =

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\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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 Triacontyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.033 2.89 ng 352974 Perylene-di2 24.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3765 (25.033 min): BP003763.D\data.ms (-3759) (- m/z 57.10 100.00%
57.1

%

5000
1p5.1
25.00
208.1 284.1 355.1
Orrrd ‘W‘Mu'mpum_H‘_Mmfﬁl‘?l‘f“?ﬁ‘ﬁ‘?f‘?‘ m/z 83.05 95.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43.0
5000 A :
25.00
m/z 97.10 89.20%
ol M‘ | 181.0 250.0 334.0 420.0480.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
T \
25.00
5000 ITI/Z 55.05 78.97%
125.0
of kL 920 3080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecyl trifluoroacetate —— ‘
57.0 25.00
m/z 69.05 78.60%
5000
125.0
I 238.0 311.0
L 1 l |
o"‘\‘,WHMMM‘H_m_m_www_wwww ——
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\BP102720\
Data File : BP@@3763.D

Acqg On : 27 Oct 2020 19:55
Operator : CG/JU

Sample : L4511-02

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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... 3.346 21.4 ng 1096360 1 8.510 1023970 20.0
2,4,7,9-Tetrame... 13.992 9.8 ng 958343 3 15.110 1965920 20.0
unknownl6.192 16.192 7.3 ng 712904 3 15.110 1965920 20.0
n-Hexadecanoic ... 18.645 7.1 ng 847903 4 17.828 2381900 20.0
5-Octadecene, (E)- 19.445 3.9 ng 460572 4 17.828 2381900 20.0
Cetene 20.527 2.1 ng 281444 5 21.845 2635030 20.0
5-Eicosene, (E)- 21.474 15.9 ng 2087730 5 21.845 2635030 20.0
Triacontyl acetate 25.033 2.9 ng 352974 6 24.421 2439600 20.0
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