LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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@@3983.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.928 3 7 22 rVB 5343784 7010754 100.00% 14.467%
2 3.087 27 34 44 rVB 104049 217543 3.10% 0.449%
3 3.175 44 49 56 rBV 379153 503565 7.18% 1.039%
4 3.769 145 150 159 rBV 45714 70189 1.00% 0.145%
5 5.805 489 496 508 rBvV 2381773 3564847 50.85% 7.356%

6 7.452 768 776 790 rBV 2219324 3741507 53.37%
7 7.852 839 844 851 rBV 107813 161551 2.30%
8 8.281 909 917 924 rBV 560783 883995 12.61%
9 9.446 1100 1115 1125 rBV 1447596 2412122 34.41%

1.110 1390 1398 1405 rBV 702861 1235284 17.62%

NDARON
00
N
PN
R

11 13.528 1801 1809 1828 rBV 3159796 4661306 66.49%
12 14.328 1940 1945 1952 rBV 619018 822777 11.74%
13 14.904 2037 2043 2049 rBV 1032665 1512926 21.58%

OO WR UV
=
N
N
R

14 14.969 2049 2054 2061 rVB 81446 118477  1.69% 244%
15 15.298 2104 2110 2116 rVB 49611 75942  1.08% 157%
16 15.945 2215 2220 2227 rBV 58514 93166  1.33% 192%

17 16.386 2289 2295 2309 rBV 2202733 3287338 46.89%
18 17.639 2502 2508 2512 rBV 1211090 1702982 24.29%

oo wWwooe
v
=
i
R

19 17.680 2512 2515 2519 rVB 180948 239821 3.42% 495%
20 17.769 2527 2530 2536 rVB 58189 80669 1.15% 166%
21 18.257 2609 2613 2619 rBV 388337 443517 6.33% 0.915%
22 18.486 2648 2652 2656 rBV 52368 80117 1.14% 0.165%
23 18.533 2657 2660 2665 rVB2 54424 72394 1.03% 0.149%
24 18.674 2679 2684 2688 rBv4 65746 137757 1.96% ©.284%
25 19.227 2775 2778 2783 rBV 265212 325180 4.64% ©0.671%

26 19.339 2789 2797 2800 rBV 2015402 2476493 35.32%
27 19.369 2800 2802 2814 rVB2 1204649 1439058 20.53%
28 19.492 2819 2823 2828 rBv2 218471 257868  3.68%

O Rr oMU
Ul
w
N
R

29 19.616 2839 2844 2848 rBV 372283 485707 6.93% 002%
30 19.657 2848 2851 2855 rVB2 80443 94218 1.34% 194%
31 19.833 2878 2881 2885 rBV3 58849 72709 1.04% ©.150%

32 19.963 2899 2903 2910 rVB 350096 457173 6.52%  0.943%
33 20.139 2928 2933 2938 rVB 4557223 5452295 77.77% 11.251%
34 21.321 3131 3134 3144 rVB2 667996 883563 12.60%  1.823%
35 21.674 3188 3194 3198 rBV 1271133 1859813 26.53%  3.838%

36 24.162 3611 3617 3624 rVB 781590 1526374 21.77% 3.150%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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
Sum of corrected areas: 48460997
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Nov 2020 19:36
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
BP003983.D

L4768-01

: 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

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BP003983.D\data.ms
928

5.805 7.452

9.446

11.110
3175 8.281

.0%7 3.769 7.852

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP003983.D\data.ms

20.139

13.528

16.386 19.339

14.904
14.328

1419685298  15.945

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

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 27.50 28.00 28.50 29.00

TIC: BP003983.D\data.ms

21.674

24.162
21.321
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.928 158.62 ng 7010750 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

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

4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
Abundance Scan 7 (2.928 min): BP003983.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1

;::::::::::>

5000
R ARAARREEEEEEE
3.003.103.203.30
obdil| 145120400606 3564422.3480.95008 /) 23.08  57.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 UL L B R IR
3.003.103.203.30
m/z 89.00 30.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R ARARaRIEEEEEE
3.003.103.203.30
5000 m/z 41.05 10.42%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2138: Propane, 2-methoxy-2-methyl- T
73.0 3.003.103.203.30
m/z 45.05 8.71%
5000 jk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 4
R.T. EstConc Area Relative to ISTD R.T.
3.175 11.39 ng 503565 1,4-Dichlorobenzene-d4 8.281

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 49 (3.175 min): BP003983.D\data.ms (-44) (-) m/z 73.05 100.00%

73.0
5000
A B A m e
‘ ‘ 3.00 3.20 3.40 3.60
ob Jil] 1338 2019 27363362 4166 4924 1" 4305 43.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L LA LI AL L B N
3.00 3.20 3.40 3.60
H ‘ m/z 55.05  31.24%
O‘\\J\‘\H“\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e e
3.00 3.20 3.40 3.60
5000 m/z 87.10 26.23%
15.0
ol e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- B e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.82%
5000
0“‘”“\“‘””‘mw‘H,m‘,mwHH‘HH‘mwuu‘mw e B e o

m/z--> 0 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\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.852 3.66 ng 161551 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 45
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 40

4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethyl ether 74 C4H1e0 000060-29-7 33

Abundance Scan 844 (7.852 min): BP003983.D\data.ms (-839) (-) m/z 45.05 100.00%

45.0
5000

7.60 7.80 8.00 8.20

’1041
bbb mn 2070 286.4 353.2 422.4481.6 548! n/z 59.16  34.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000

7.60 7.80 8.00 8.20
m/z 72.00 21.97%

|

’1040
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
T T T
7.60 7.80 8.00 8.20
5000 ITI z 72.95 13.52%
103.0
O b P e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- S ARARaE SRR S
45.0 7.60 7.80 8.00 8.20

m/z 43.05 13.05%

5000 ‘/\\
0 Hm‘ i \P‘p3-0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP©@3983.D

Acqg On : 17 Nov 2020 19:36

Operator : CG/JU

Sample L4768-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST11.L

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

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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.257 5.21 ng 443517  Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 2613 (18.257 min): BP003983.D\data.ms (-2609) (- m/z 73.95 100.00%
74.0
5000
— —
’ 1431 2272 18.00 1850
obblly Ly o285 sse1 a7iasze 5700 73.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — ——
18.00 18.50
143.0 m/z 43.05 37.79%
H ‘ 227.0
O\\\‘H‘\J‘\J“‘\‘\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
—— —
18.00 18.50
5000 270.0 m/z 55.10 31.52%
143.0
0 213.0
P e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95860: Methyl tetradecanoate T —
74.0 18.00 18.50
m/z 41.05 30.23%
‘HH 143.0 5170
okl L S e — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 6 unknownl19.227 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.227 3.82 ng 325180  Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
32,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 27
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25

Abundance Scan 2778 (19.227 min): BP003983.D\data.ms (-2775) (- m/z 57.10 100.00%

57.1
5000

T
’ 169.2 19.00 19.50
|

MLl P77 2630 3362 4364 5404 5 11319 43.62%

0lprert
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 1 —

19.00 19.50
|‘ m/z 97.10 40.78%
I,

W””\“J‘A‘%?”‘W“”\”‘W‘”‘\”‘W‘”‘W“W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

— —
19.00 19.50

o

5000 m/z 55.05 28.85%
119.0
0 177.0 261.0
R R S R RRRA R R RRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene == ——
57.0 19.00 19.50

m/z 83.10  19.29%

il 1000

AR T .
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BP003983.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111720\

: 17 Nov 2020 19:36
: CG/JU
L4768-01

: 15  Sample Multiplier: 1

TIC Library

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

¢ C:\DATABASE\NIST11.L

BP110320.M

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 9,12-Octadecadienoic acid (... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.339 29.08 ng 2476490  Phenanthrene-die 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 2797 (19.339 min): BP003983.D\data.ms (-2789) (- m/z 67.05 100.00%
67.0
5000 A\
‘ ’ 0.0 19.00 19.50
50. 263.1 : :
ok ‘L.‘h\m HM bt et 328,1387.2 4641 54D /7 81.05  80.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139725: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — —
19.00 19.50
294.0 m/z 55.10 70.21%
‘ ' 1F4.0
O T \H\ ‘\“h‘\‘ ‘“\h\\““|\“m‘\‘"l\ “L\L\‘\ \2‘??\.(\)‘ \‘\\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67.0
= —
19.00 19.50
5000 m/z 41.05 57.77%
150.0
0 223.0 294.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — —
67.0 19.00 19.50
m/z 95.10 53.08%
5000 ~&A&v¢v
294.0
150.0
o}?m.m-ou‘ L -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.369 16.90 ng 1439060  Phenanthrene-d10 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
Abundance Scan 2802 (19.369 min): BP003983.D\data.ms (-2800) (- m/z 55.10 100.00%
553.1
> thJﬂNVAN
3.1 264.1 [N T
f 11801 ] 19.00 19.50
o bbb Lo g L 37T 486.4517.6  yn 4116 66.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 = =
19.00 19.50
3.0 m/z 69.10 58.04%
’ ' m 7180.0 264.0
O\\‘\“ ‘\JH\‘H“l\ﬂl\l‘l\“JI\J“‘A\“\J\\‘\\‘\\\‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
— —
19.00 19.50
5000 m/z 74.00 49,81%
264.0
123.0180.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141287: 14-Octadecenoic acid, methyl ester — =1
55.0 19.00 19.50
m/z 43.10 47.60%
5000
% 264.0
5.0
R 115 N g 6
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 9 Methyl stearate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.492 3.03 ng 257868  Phenanthrene-die 17.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 81

Abundance Scan 2823 (19.492 min): BP003983.D\data.ms (-2819) (- m/z 74.00 100.00%

Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 19.50

m/z 41.10 27.36%

74.0
5000
143.0 203.9 ‘19\50‘
‘ | 298.13580  470.3534.5 '
o_‘H,‘HHMw‘mw\‘mWH‘w_wam_m_ m/z 86.95 76.81%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143130: Methyl stearate
74.0
5000 T ‘J\
19.50
143.0 m/z 43.10 42.20%
h‘ ‘ 255.0
O‘\\\\"\4\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
—r
19.50
5000 m/z 55.00 32.94%
143.0 298.0
213.0
(V) LT 18 B e D N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
=

5000 298.0
143.0

REN ‘l Hmw 230 |, |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

:

8270-BP110320.M Wed Nov 18 12:14:47 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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 10 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.321 9.50 ng 883563 Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
4 1-Triacontanol 438 C30H620 000593-50-0 91
5 Octacosyl acetate 452 C30H6002 018206-97-8 91

Abundance Scan 3134 (21.321 min): BP003983.D\data.ms (-3131) (- m/z 57.10 100.00%
57.1
5.1 234.0 T I —
‘ ‘ } ‘ 21.00 21.50
b A ML oy i 298.1352.1409.9468.4 549.1 /7 55,10 99.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
5000 — ——
21.00 21.50
m/z 43.10 92.50%
50
R
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 81.32%
111.0
0 196.0
i e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate — —T—
43.0 21.00 21.50
m/z 97.10 72.18%
ob L | 181.0 250.0308.0 378.0438.0
‘H‘“H‘_‘H‘H“‘H‘_‘H‘H“H‘w‘u‘_‘u‘u‘w‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111720\
Data File : BP0@3983.D

Acqg On : 17 Nov 2020 19:36
Operator : CG/JU

Sample : L4768-01

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|
Propane, 2,2-di... 2.928 158.6 ng 7010750 1 8.281 883995 20.0
Butane, 2-metho... 3.175 11.4 ng 503565 1 8.281 883995 20.0
Ethanol, 2-(2-e... 7.852 3.7 ng 161551 1 8.281 883995 20.0
Hexadecanoic ac... 18.257 5.2 ng 443517 4 17.639 1702980 20.0
unknown19.227 19.227 3.8 ng 325180 4 17.639 1702980 20.0
9,12-Octadecadi... 19.339 29.1 ng 2476490 4 17.639 1702980 20.0
9-Octadecenoic ... 19.369 16.9 ng 1439060 4 17.639 1702980 20.0
Methyl stearate 19.492 3.0 ng 257868 4 17.639 1702980 20.0
1-Docosene 21.321 9.5 ng 883563 5 21.674 1859810 20.0
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