LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 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\8270E-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@4044.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.075 25 32 42 rBV 150301 303719 4.82% 0.975%
2 3.164 42 47 65 rvB 759909 1060630 16.83% 3.404%
3 5.263 400 404 413 rVB 86199 127100 2.02% 0.408%
4 5.805 488 496 512 rBV 1014611 1577860 25.03% 5.064%
5 6.399 590 597 604 rVB 49477 75209 1.19% 0.241%
6 7.452 769 776 791 rBV 555800 966873 15.34%  3.103%
7 8.263 907 914 923 rBV 390925 626131 9.93% 2.010%
8 9.428 1105 1112 1124 rBV 1379748 2287442 36.29% 7.341%
9 11.093 1387 1395 1414 rBV 497315 851787 13.51% 2.734%
10 13.510 1797 1806 1819 rBV 3184093 4641420 73.63% 14.896%
11 13.775 1846 1851 1858 rVB 63040 96626  1.53% 310%

12 14.310 1936 1942 1951 rBV 135537 195992 3.11%
13 14.887 2033 2040 2049 rBV 732498 1071238 16.99%
14 16.375 2285 2293 2308 rBV 2424386 3651296 57.92% 1
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15 16.698 2343 2348 2352 rBV 91803 126691 2.01% 407%
16 16.751 2352 2357 2364 rVV2 111755 208438 3.31% ©.669%
17 16.816 2364 2368 2372 rVV 102886 137579 2.18% 0.442%
18 16.863 2372 2376 2381 rVB2 71577 93231 1.48% ©.299%
19 17.016 2397 2402 2408 rVB4 64186 122649 1.95% 0.394%
20 17.081 2408 2413 2417 rBV 102701 138166 2.19% 0.443%
21 17.157 2423 2426 2432 rVB 42695 67750 1.07% 217%
22 17.510 2481 2486 2492 rBV 51360 79320 1.26% 255%

23 17.622 2498 2505 2510 rBV 873319 1274795 20.22%
24 18.469 2644 2649 2663 rBV 620875 1123408 17.82%
25 18.892 2717 2721 2729 rBV 112751 161132 2.56%

OwWhphOO
(o}
o}
=
S

26 18.963 2730 2733 2742 rVB 54901 78330 1.24% 0.251%
27 19.674 2850 2854 2865 rBV 170609 288075 4.57% ©.925%
28 20.116 2924 2929 2935 rVB 5144892 6303721 100.00% 20.231%
29 20.674 3021 3024 3029 rVB 101101 118047 1.87% 0.379%
30 21.310 3128 3132 3142 rBV 309605 547615 8.69% 1.758%

31 21.651 3185 3190 3196 rBV 1046730 1365598 21.66% 4.383%
32 24.115 3603 3609 3621 rVB2 657220 1390176 22.05% 4.462%

Sum of corrected areas: 31158044
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 21 Nov 2020 18:39
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
BP004044.D

L4839-05

: 8 Sample Multiplier: 1

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

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

Time-->

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BP004044.D\data.ms

9.428

5.805
3.164 7.452
- 8'263 11.093

3.075 5.263 6.399

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-->

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BP004044.D\data.ms
20.116

13.510

16.375

14.887 17.622 18.469

|13.775 14.310 B85 1 7.510 18983 19574

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
5000000

4000000

3000000

2000000

1000000

TIC: BP004044.D\data.ms

21.651

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Cyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.075 9.70 ng 303719 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 95
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
3 1-Hexene 84 C6H12 000592-41-6 59
4 Cyclobutane 56 C4H8 000287-23-0 49
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47
Abundance  Scan 32 (3.075 min): BP004044.D\data.ms (-25) (-) m/z 56.05 100.00%

56.0
5000

T T
3.00 3.20 3.40

0 w'13&81930281‘)34354}0447535394 m/z 84.05 65.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: Cyclohexane
56.0

5000 SeSlS
300 320 3.40

‘ m/z 41.10 53.43%
|

d
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0

3.00 3.20 3.40

o

5000 m/z 55.10 40.32%
ol -t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1453: 1-Hexene ——
41.0 3.00 3.20 3.40

m/z 69.05 25.76%

5000 L
0 ‘ II ‘

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\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.164 33.88 ng 1060630 1,4-Dichlorobenzene-d4 8.263

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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 47 (3.164 min): BP004044.D\data.ms (-42) (-) m/z 73.05 100.00%

73.0
5000

\‘ ‘ 3.00 3.20 3.40 3.60
ALl 1328 207927413361 4062 4893548 .y 4305 41.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 R
3.00 3.20 3.40 3.60

m/z 55.05  29.43%

A
‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0

3.00 3.20 3.40 3.60

o

o

5000 m/z 87.05 25.95%
15.0 N
O 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 13.21%

5000 Aj\k
ob

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60

8270E-BP110320.M Mon Nov 23 13:21:26 2020 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.263 4.06 ng 127100 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Tetraglyme 222 C10H2205 000143-24-8 25
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
Abundance Scan 404 (5.263 min): BP004044.D\data.ms (-400) (-) m/z 43.00 100.00%
43.0
5000
N AR RS
J 10& 0 5.00 5.20 5.40 5.60
ol dh 2082 1931 2806 350.8409.34722534.0  n/z s59.e6  57.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R I R
5.00 5.20 5.40 5.60
m/z 100.95 19.36%
O‘\J\“\‘l\‘J\\]\-(\)‘E.\()\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
 ERAmEE R
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.25%
0 133.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R R R
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.40%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Acetamide, N-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.399 2.40 ng 75209 1,4-Dichlorobenzene-d4 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 52
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9

Abundance Scan 597 (6.399 min): BP004044.D\data.ms (-590) (-)
43.0

5000

115.0

ol il | 1911 26713204 4017  507.0
e

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

Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43.0

5000

115.0
I |

L.
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

43.0

m/z 42.95 100.00%

N

6.00 6.20 6.40 6.60 6.80

m/z 73.05 94.84%

6.00 6.20 6.40 6.60 6.80

m/z 41.05 13.59%

-

6.00 6.20 6.40 6.60 6.80

m/z 115.00 10.75%

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

5000
o+
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2137: Propane, 2-methoxy-2-methyl- R e s S
73.0 6.00 6.20 6.40 6.60 6.80
m/z 42.10 8.24%
h MwwmwmeMAWMmﬂ%waw
o_N\J“,JHH‘HH‘mWm_HwH_Mwwww R RRARERERRE S

6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 unknownl6.751 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.751 3.27 ng 208438  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 38
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 38
3 Phthalic acid, 2-methylphenyl pr... 298 C18H1804 1000314-95-1 35
4 Phthalic acid, 3-methylphenyl pr... 298 C18H1804 1000315-36-6 35
5 Phthalic acid, phenyl propyl ester 284 C17H1604 1000314-86-9 35
Abundance Scan 2357 (16.751 min): BP004044.D\data.ms (-2352) (- m/z 107.00 100.00%
107.0
5000
191.1
Py —
41-T \ 16.50 17.00
ol ;w‘a WAL | 2496 34084021 48885348 ./, 149 05 94.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107.0
5000 —— !
16.50 17.00
43.0 m/z 121.00 62.42%
O \\‘\‘h\‘\h\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 149.0
= —
16.50 17.00
5000 m/z 135.05 41.94%
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #142937: Phthalic acid, 2-methylpheny! propyl ester L — -
149.0 16.50 17.00
m/z 191.10  28.31%
5000
76-0 239-0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.816 2.16 ng 137579  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59
2 Hexestrol 270 C18H2202 000084-16-2 53
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 53
4 Adamantane-1-carboxylic acid, 4-... 284 C18H2003 1000276-61-1 46
5 N-(2-Ethyl-3-hydroxy-6-methyl-4-... 314 C19H26N202 1000260-99-4 45

Abundance Scan 2368 (16.816 min): BP004044.D\data.ms (-2364) (] | m/z 135.05 100.00%
135.1

—

5000
— —
41.1 220.2 16.50 17.00
Ob ek bbd Ly ST0T 3276 4029 476.2535.1 ./, 197 .00  39.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 — —
16.50 17.00
m/z 121.00  35.94%
41.0
O‘\\”\‘\“‘\l\‘\\““\l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0
= —
16.50 17.00
5000 m/z 149.00  35.48%
ol 210 212.0270.0
T R T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23714: Phenol, p-tert-butyl- = =
135.0 16.50 17.00
m/z 41.10 11.01%
5000
41.0
0“"""l — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 7 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.081 2.17 ng 138166  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 p-Methoxybenzoic acid, 2-methylp... 242 C15H1403 007504-73-6 64
5 Hexestrol 270 C18H2202 000084-16-2 64

Abundance Scan 2413 (17.081 min): BP004044.D\data.ms (-2408) (- m/z 135.00 100.00%

135.0
5000
41.0 ‘ 17.00
Obrerbpeti i b 2292 8278 43104911549 /7 107.00  15.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 e :
17.00
m/z 136.00 9.76%
5‘37‘-0 | 206.0
O‘\\‘\\‘\\‘\\“‘\\\\‘\\\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0
T T \
17.00
5000 m/z 41.05 8.82%
43.0
P T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)- P ‘
135.0 17.00
m/z 91.00 5.52%
5000
41.0
Y -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
BP004044.D

: 21 Nov 2020 18:39
: CG/JU
L4839-05

. 8

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 8 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.469 17.62 ng 1123410 Phenanthrene-d10 17.622
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 60

Abundance Scan 2649 (18.469 min): BP004044.D\data.ms (-2644) (- m/z 73.00 100.00%

5000 A\mej
213.2 -
g i
of  MULELO Ly || P4t ssa6 assa 490 431 op.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N
18.50
” 213.0 m/z 60.00 90.19%
O‘\\\J“ \l\‘"\h\“}\\“\\‘\\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
=
18.50
5000 m/z 57.05 75.98%
171.0
0 i e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid ™
73.0 18.50

m/z 41.05 72.80%

L5. tL H\ ln 139. 9\1\9\9 ’ MJLA

L=t H_‘H_m_‘H_HWm_Wwwww
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 Heptadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.892 2.53 ng 161132  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 96
2 Octadecanal 268 C18H360 000638-66-4 94
3 Pentadecanal- 226 C15H300 002765-11-9 94
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Z-2-Octadecen-1-0l 268 C18H360 1000131-11-0 90

Abundance Scan 2721 (18.892 min): BP004044.D\data.ms (-2717) (- m/z 57.10 100.00%
57.1

o JL\M
‘H 50 1900
194.0 : :
- MH‘fmmH"u‘????““35‘?9“‘?39‘1“”‘555-‘3 m/z 43.05 94.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105849: Heptadecanal
43.0
5000 — ——
18.50 19.00
9.0 m/z 55.10 77.49%
L, 2080
O‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— ——
18.50 19.00
5000 ITI/Z 41.05 70.87%
110.0
0 180.0 250.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82954: Pentadecanal- “ T
82.0 18.50 19.00
m/z 82.05 67.21%
5000
| Ih 1820
L E e — - Bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\

BP004044.D
: 21 Nov 2020 18:39
: CG/JU
L4839-05
: 8 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 10 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.674 4.22 ng 288075 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2854 (19.674 min): BP004044.D\data.ms (-2850) (- m/z 43.10 100.00%

| MvﬂAJhwmﬂkﬁjkwww“
5000 129.0
241.2 ; ; ; ;
L \ ‘ - 19.50 20.00
O b bl L) | 820.7387.2 4889549 . 73 65 94.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0
5000 e —
19.50 20.00
m/z 60.00 89.74%
H 1850  ,g4, /
O\\‘ \\i‘J\M‘\“\‘\“‘\\l\‘\“‘\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
— —
19.50 20.00
5000 129.0 ITI/Z 57.10 84.71%

213.0
O A M L e e
50 100 150 200 250 300 350 400 450 500 550

m/z-->
Abundance #95855: Pentadecanoic acid — —
73.0 19.50 20.00
m/z 55.05 80.47%
5000
‘ 143.0 242.0
Al i B
m/z--> 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\BP112120\
Data File : BP0O@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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 11 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.310 8.02 ng 547615 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 98
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Docosene 308 C22H44 001599-67-3 94

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 3132 (21.310 min): BP004044.D\data.ms (-3128) (] ' m/z 57.10 100.00%
571.1
— ——
‘ il%fl 237.0 429 1 21.00 21.50
o iy 290D 318.2371.1429.1 5030 m/z 55.10  95.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene
57.0
5000 — ——
21.00 21.50
50 m/z 43.10 90.77%
0‘\\"\ ’\"“‘}‘[‘\“L"[\‘}‘96“0“‘2‘6‘4"‘0‘3“2%‘0“H“HH“H“HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
21.00 21.50
5000 m/z 83.05 85.64%
125.0
224.0 370.0
] -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol “ —
55.0 21.00 21.50
m/z 97.10 72.03%
5000
125.0
N Y — e
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\BP112120\
Data File : BP0@4044.D

Acqg On : 21 Nov 2020 18:39
Operator : CG/JU

Sample : L4839-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-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|
Cyclohexane 3.075 9.7 ng 303719 1 8.263 626131 20.0
Butane, 2-metho... 3.164 33.9 ng 1060630 1 8.263 626131 20.0
2-Pentanone, 4-... 5.263 4.1 ng 127100 1 8.263 626131 20.0
Acetamide, N-me... 6.399 2.4 ng 75209 1 8.263 626131 20.0
unknownl16.751 16.751 3.3 ng 208438 4 17.622 1274800 20.0
Phenol, 4-(1,1-... 16.816 2.2 ng 137579 4 17.622 1274800 20.0
Phenol, 4-(1,1,... 17.081 2.2 ng 138166 4 17.622 1274800 20.0
n-Hexadecanoic ... 18.469 17.6 ng 1123410 4 17.622 1274800 20.0
Heptadecanal 18.892 2.5 ng 161132 4 17.622 1274800 20.0
Octadecanoic acid 19.674 4.2 ng 288075 5 21.651 1365600 20.0
1-Tricosene 21.310 8.0 ng 547615 5 21.651 1365600 20.0
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