LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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@4046.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 188505 364439 6.30% 1.208%
2 3.164 42 47 62 rVB 881817 1187534 20.54% 3.936%
3 3.840 157 162 171 rVB 58525 85753 1.48% 0.284%
4 5.264 399 404 411 rBV 101205 142915 2.47% 0.474%
5 5.805 488 496 506 rBV 1018083 1601096 27.69% 5.306%
6 6.399 592 597 606 rVB 50157 75969 1.31% 0.252%
7 7.452 769 776 791 rBV 589390 1035844 17.91% 3.433%
8 7.840 836 842 848 rBV 38443 62920 1.09% 0.209%
9 8.263 907 914 923 rVB 408853 641927 11.10% 2.127%
10 9.428 1104 1112 1133 rBV 1360496 2272826 39.31% 7.532%
11  9.946 1196 1200 1210 rVB 38689 64730 1.12% 0.215%

12 11.093 1387 1395 1402 rBV 502371 847932 14.66%  2.810%
13 13.510 1798 1806 1816 rBV 3231594 4551385 78.71% 15.084%
14 13.593 1816 1820 1829 rVB2 32492 64105 1.11% 0.212%
15 13.775 1845 1851 1864 rVB 323111 512806 8.87%
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~N
[
)
I

16 14.310 1937 1942 1947 rBV 67031 91483 1.58%
17 14.887 2033 2040 2048 rBV 721674 1063817 18.40%
18 15.986 2221 2227 2242 rBV 188434 324327 5.61%

AR R WO
®
N
Ul
R

19 16.369 2286 2292 2313 rBV 2183253 3349457 57.93% 11.101%
20 17.616 2498 2504 2510 rBV 829422 1223557 21.16% 055%
21 17.898 2548 2552 2562 rBvV2 41023 70424  1.22% 0.233%
22 18.463 2644 2648 2666 rBV 333953 717027 12.40%  2.376%
23 18.892 2717 2721 2726 rBV2 64596 86426 1.49% 0.286%
24 19.275 2782 2786 2793 rBV 164260 303220 5.24%  1.005%
25 19.569 2832 2836 2846 rVB2 133365 173215 3.00% ©.574%
26 19.669 2850 2853 2861 rBV 113556 184744  3.20% 0.612%

27 19.880 2885 2889 2892 rBV 47276 61131 1.06% ©.203%
28 20.116 2924 2929 2934 rBV 4865063 5782219 100.00% 19.163%

29 20.380 2968 2974 2981 rBV2 124670 266586 4.61%  0.884%
30 21.310 3128 3132 3141 rBV 245109 469525 8.12% 1.556%

31 21.651 3185 3190 3195 rBV 956663 1233428 21.33% 4.088%
32 24.121 3603 3610 3617 rVB 622225 1260965 21.81% 4.179%

Sum of corrected areas: 30173732
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Nov 2020 19:47
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
BP004046.D

L4839-07

: 10 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

Abundance

4000000

3000000

2000000

1000000

0
Time-->

TIC: BP004046.D\data.ms

9.428

3.164 5.805

7.452
8.263 11.093
3.015 3.840 5.264 6.399 7.840 j\ 9.946

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

4000000

3000000

2000000

1000000

TIC: BP004046.D\data.ms
20.116

13.510

16.369

14.887 17.616

13.775 18.463 ’
1 5% 14.310 15.986 17.898 18.89249-2 8.5 @fPag0| | 20.3!

0
Time-->

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

4000000

3000000

2000000

1000000

TIC: BP004046.D\data.ms

21.651
24121

21.310

S

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@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 11.35 ng 364439 1,4-Dichlorobenzene-d4 8.263

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 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 59

4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 43

Abundance  Scan 32 (3.075 min): BP004046.D\data.ms (-25) (-) m/z 56.05 100.00%

56.0
5000

S0 LV | R —
1 300 320 3.40
ol it 1300 207.0266.9 354.5 43604991 m/z 84.e5 58.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1458: Cyclohexane
56.0

5000 A R
300 320 3.40

m/z 41.05 53.28%

\"H\““‘\““\‘“‘!‘“‘\““\““\““\““\““\““\‘
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 35.85%
O T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1494: Cyclopentane, methyl- AN e e o
56.0 3.00 3.20 3.40

m/z 69.05 24.88%

Ll Jh

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 37.00 ng 1187530 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 47 (3.164 min): BP004046.D\data.ms (-42) (-) m/z 73.10 100.00%

73.1
5000

3.00 3.20 3.40 3.60

164.8 232.8290.6 367.1 4711 548, )
Al 1648 23282906 3671 47L1 848 . 4305  42.91%

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

5000 T
3.00 3.20 3.40 3.60

m/z 55.10  29.56%

A
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 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 87.10 25.99%
O+l e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- e R
73.0 3.00 3.20 3.40 3.60

m/z 41.05 13.61%

5000 M
0 I ‘ l

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\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 Methyl Isobutyl Ketone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.840 2.67 ng 85753 1,4-Dichlorobenzene-d4 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 86
2 2-Hexanone 100 C6H120 000591-78-6 78
3 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 64
4 Acetone 58 C3H60 000067-64-1 40
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 37
Abundance Scan 162 (3.840 min): BP004046.D\data.ms (-157) (-) m/z 43.00 100.00%
- MJ\JL
O BaR e e
J 1b 0 206.9 3.60 3.80 4.00 4.20
Ol AOLO 2009  297.1355.2417.6477.25418  n/z 58.10  40.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3860: Methyl Isobutyl Ketone
43.0
5000 T T[T T[T i it
3.60 3.80 4.00 4.20
m/z 57.10  26.75%
0‘\‘\”\J‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
S EAARREREET
3.60 3.80 4.00 4.20
5000 m/z 41.00 24.92%
0 101.0
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3958: Oxirane, 2-methyl-2-(1-methylethyl)- A RAmma RS
43.0 3.60 3.80 4.00 4.20
m/z 85.00 14.70%
- L
0“",, i S ALRRRRA R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.264 4.45 ng 142915 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 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Tetraglyme 222 C10H2205 000143-24-8 28

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 404 (5.264 min): BP004046.D\data.ms (-399) (-) m/z 43.05 100.00%

43.0
5000
1011 [ R N I
5.00 5.20 5.40 5.60

b 297,9266.9  356.2 424.1482.2 5491 ;m/z 59.05  58.79%

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

Abundance #8178: 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 101.10 17.74%
“101.0
O‘\\‘h\‘l\’l\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
A ERRREE R
5.00 5.20 5.40 5.60
5000 m/z 58.10 14.71%
O e e T T e

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

Abundance #8346: 2-Hexanol, 2-methyl- ERE N SN R
59.0 5.00 5.20 5.40 5.60
m/z 41.05 10.01%
5000
o_‘*\‘km,'m“mWm_mw“mWuwuwwmw G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60

8270E-BP110320.M Mon Nov 23 13:22:09 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 unknown6.399 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.399 2.37 ng 75969 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 47
3 Isobutyl acetate 116 C6H1202 000110-19-0 23
4 D-chiro-Inositol, 3-0-(2-amino-4... 379 C14H25N309 006980-18-3 12
5 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 10
Abundance Scan 597 (6.399 min): BP004046.D\data.ms (-592) (-) m/z 43.00 100.00%
43.0
EERRRRSEENEEEENSEE R
11’5-1 6.00 6.20 6.40 6.60 6.80
Olbprrrdbbop 2079 2810 352.8 4287 8012 /7 73.05  96.02%
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 AR REERREEEEE R
6.00 6.20 6.40 6.60 6.80
m/z 115.10 14.30%
115.0
O‘\\u\\\“h\\l\\"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.00 13.27%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8081: Isobutyl acetate Ramas e A RAR R
43.0 6.00 6.20 6.40 6.60 6.80
m/z 39.00 8.18%
B WWJL/VW\W
ol ] l 1010
R A B e e e a  maas R R RRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.775 9.64 ng 512806  Acenaphthene-d10 14.887
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 C8HI9NO2 000621-42-1 53
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1851 (13.775 min): BP004046.D\data.ms (-1845) (- m/z 43.05 100.00%
43.0
109.1
5000
— —
\ ’ 69.1 13.50 14.00
Ol hdbgih JOXE | 267.0 3301 4154 4973y ;199 05 71.73%
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 j J\\ i T
13.50 14.00
m/z 151.05 48.84%
‘ ’ ‘ 69.0
O‘\\“\\\“d‘l\ﬂ\‘u\“\‘““‘H‘\H\‘\\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
— —
13.50 14.00
5000 m/z 41.05 19.49%
43.0
O RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24949: m-Isopropoxyaniline T T
109.0 13.50 14.00
m/z 85.00 14.79%
5000
41.0
) v O A N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 unknownl5.986 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.986 6.10 ng 324327  Acenaphthene-d10 14.887
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 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C1OH15C103S 1000194-76-1 38
4 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 38
5 Metacetamol 151 C8HSNO2 000621-42-1 35
Abundance Scan 2227 (15.986 min): BP004046.D\data.ms (-2221) (- 43.10 100.00%
43.1
109.1
5000
213.1
’ J \ 16 00
0 e Mol 81.13444 4435 5339  n/z 109.10  72.92%
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 1
16.00

m/z 213.10  35.75%

m 69.0
O‘u\\\“"\ﬂ\‘“\‘\‘““l\‘\“\‘\\lwu‘\\u‘\u\‘\u\‘Hu‘uu‘uu‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
=

16.00
5000 m/z 151.00 29.81%
43.0
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ]L
Abundance #101702: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-met o
109.0 16 00

m/z 41.05 23.23%

) ) \J\\—/‘
H‘.“u \\hl | 1860

Lol
A e e e e N EEERNREREE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
BP004046.D

Nov 2020 19:47

: CG/JU
L4839-07

. 10

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.
18.463 11.72 ng 717027  Phenanthrene-die 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2648 (18.463 min): BP004046.D\data.ms (-2644) (-

3

m/z 73.00 100.00%

5

5000
2132
UH\P 30 B0
Y BT Vi MH‘H??‘3‘¥“3‘5‘?"2“41??“”‘??‘4-‘5“ m/z 43.10  93.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
” 213.0 m/z 59.95 91.75%
O‘\\\J" \l\‘"\h\“}\“l\\‘\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
=
18.50
5000 m/z 55.05 77 .71%
185.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid T
43.0 18.50
m/z 57.05 77 .60%
5000
1200 2420
o‘ / ‘m“'{&m“nw‘_H‘wWHWm‘w‘w‘w“ S
m/z--> 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@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 Cetene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.275 4.6 ng 303220 Phenanthrene-die 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cetene 224 C16H32 000629-73-2 96

2 Dichloroacetic acid, 4-hexadecyl.
3 Pentafluoropropionic acid, tride...

4 1-Tetradecanol

.. 352 C18H34C1202

346 C16H27F502
214 C14H300
358 C16H29C1302

1000282-98-1 94
959261-22-4 94
000112-72-1 91
074339-52-9 91

5 Trichloroacetic acid, tetradecyl...

Abundance Scan 2786 (19.275 min): BP004046.D\data.ms (-2782) (- m/z 55.10 100.00%

55.1
5000

— —
| 5.1 19.00 19.50
| e

208.1
o AbALLL, (2981 2840 38714152 5041 L. 4316 79.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81241: Cetene
43.0
5000 —— —
19.00 19.50

m/z 83.10 77.26%

| 22ﬁ0
\ |
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

T
19.00 19.50
5000 m/z 57.10 76.22%

125.0 2240
T T P T 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  #180910: Pentafluoropropionic acid, tridecyl ester —— ——
43.0 19.00 19.50

m/z 69.10  73.28%

|| 1820 328.0 MMAWMﬂMMMJ\M&fwﬁWfV»

0l ‘H“‘H“_‘Aw“‘w“H“H“‘H“H“_“‘_“w‘ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

o

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 10 Diisooctyl maleate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.569 2.83 ng 173215 Phenanthrene-die 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl maleate 340 C20H3604 001330-76-3 83
2 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 64
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 42
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 38
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 35

Abundance Scan 2836 (19.569 min): BP004046.D\data.ms (-2832) (- m/z 57.10 100.00%
7.1

57.
117.0
5000

19.50
212.1
A \"H“ " e 2oL 0 855.1417.0 489.1549. ./, 71,10 68.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176799: Diisooctyl maleate
57.0 117.0

o

5000 T ‘
19.50
m/z 117.00 68.54%
211.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0 117.0
U \
19.50
5000 m/z 70.10 51.16%
0 229.0 297.0
[ T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- — ‘
57.0 19.50

m/z 100.00  48.12%

5000

‘ ‘ 183.0
0\Hl*»hﬁ?#%ﬁ”‘Lyw?ﬁqg‘w“w‘w‘w‘ww‘”‘w‘”\‘ P

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

.
s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.669 3.00 ng 184744 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2853 (19.669 min): BP004046.D\data.ms (-2850) (- m/z 43.10 100.00%

i MJKM\ﬁVAWﬂMWMﬂMJW%M
5000
129.0

2412 — —
H‘ \ 19.50 20.00
ob AR L "““3‘2‘7‘2‘””‘}?‘1‘4_“ﬁ%‘?ﬁ?

m/z 73.00  88.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0

5000 — —
19.50 20.00
m/z 60.00 84.83%
‘ 1850  ,g40 /
0‘\\\ "‘l\'\'{\“\“\‘\“‘\\‘\l\“l\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
e o
19.50 20.00
m/z 57.10 77 .12%
5000 284.0 /
129.0
213.0
YN A N O -1 1 E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid —— —
73.0 19.50 20.00

m/z 55.05 71.43%

ke M

filand ‘“_‘H‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘ — —
miz—> 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\BP112120\
Data File : BP@@4046.D

Acqg On : 21 Nov 2020 19:47

Operator : CG/JU

Sample L4839-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP110320.M
: 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 12 Octacosyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.380 4.32 ng 266586 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
2 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
5 1-Octadecene 252 C18H36 000112-88-9 91

Abundance Scan 2974 (20.380 min): BP004046.D\data.ms (-2968) (- m/z 57.10 100.00%
57.1
5000
P P
‘ FS.l 2070 410 20.00 20.50
bbby 0, 5072680 3410 4291 8348 0 myz 43.10  77.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 — e
20.00 20.50
50 m/z 55.05 64.70%
0l “ | l |, 195.0 264.0 392.0 588.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
P P
20.00 20.50
5000 m/z 71.10 52.96%
125.0
0 195.0 264.0 378.0 524.0
R L R R R e A RCE RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate — —
57.0 20.00 20.50
m/z 41.10 49.89%
5000
5.0
ol LU ||,1950 2640 3640 4370 _
et S e e e e e e e — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP110320.M Mon Nov 23 13:22:16 2020

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 13 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.310 7.61 ng 469525 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 Triacontyl acetate 480 C32H6402 041755-58-2 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3132 (21.310 min): BP004046.D\data.ms (-3128) (- m/z 57.10 100.00%

n 31 . .
5000
— ——
‘ 207.0 501 4149 21.00 21.50
o‘u"u‘u“uumuuwlm‘w“"H35%%‘_‘H‘ﬂ§7ﬁ5ﬂ? m/z 43.10  92.02%
m/z--> 0 0 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 — ——
21.00 21.50
m/z 55.10 90.72%
5.0
ol LT 1060 280.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
— ——
21.00 21.50
5000 111.0 m/z 83.10 83.08%
0 181.0 250.0 334.0 420.0480.0
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)- — —
57.0 21.00 21.50
m/z 69.10 72.50%
5000

5.0
Jllidl ), 1960 280.0
Ot “‘“H“M‘“_“w“‘w“u“u“‘u“u“w“‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112120\
Data File : BP0O@4046.D

Acqg On : 21 Nov 2020 19:47
Operator : CG/JU

Sample : L4839-07

Misc :

ALS Vvial : 10 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 11.4 ng 364439 1 8.263 641927 20.0
Butane, 2-metho... 3.164 37.0 ng 1187530 1 8.263 641927 20.0
Methyl Isobutyl... 3.840 2.7 ng 85753 1 8.263 641927 20.0
2-Pentanone, 4-... 5.264 4.5 ng 142915 1 8.263 641927 20.0
unknown6.399 6.399 2.4 ng 75969 1 8.263 641927 20.0
2,4,7,9-Tetrame... 13.775 9.6 ng 512806 3 14.887 1063820 20.0
unknown15.986 15.986 6.1 ng 324327 3 14.887 1063820 20.0
n-Hexadecanoic ... 18.463 11.7 ng 717027 4 17.616 1223560 20.0
Cetene 19.275 5.0 ng 303220 4 17.616 1223560 20.0
Diisooctyl maleate 19.569 2.8 ng 173215 4 17.616 1223560 20.0
Octadecanoic acid 19.669 3.0 ng 184744 5 21.651 1233430 20.0
Octacosyl hepta... 20.380 4.3 ng 266586 5 21.651 1233430 20.0
5-Eicosene, (E)- 21.310 7.6 ng 469525 5 21.651 1233430 20.0
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