LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS Vvial : 11 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@@4013.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.981 11 16 26 rBV 342590 452140 8.08% 1.611%
2 3.076 26 32 44 rVB 213625 339153 6.06% 1.208%
3 5.793 487 494 500 rBV 298115 468837 8.38% 1.670%
4 6.034 529 535 539 rBV 187880 283571 5.07% 1.010%
5 6.264 563 574 578 rBV3 65120 111287 1.99% 0.396%
6 6.375 586 593 599 rVB 52590 80042 1.43% 0.285%
7 6.599 625 631 636 rBV 509230 771848 13.80% 2.750%
8 6.652 636 640 648 rVB 68333 106227 1.90% 0.378%
9 6.834 665 671 682 rVB2 180379 416327 7.44% 1.483%
10 7.017 696 702 706 rBV 39914 69778 1.25% 0.249%
11 7.69 706 711 716 rVW 176064 297962 5.33% 1.062%
12 7.122 716 720 729 rVB 457007 700055 12.52% 2.494%
13 7.440 768 774 781 rBV 228530 378460 6.77%  1.348%
14 8.269 907 915 921 rBV 430238 679600 12.15% 2.421%
15 8.334 921 926 935 rW 84991 140135 2.51% 0.499%
16 9.428 1104 1112 1123 rVB 494767 829823 14.84% 2.956%
17 9.916 1189 1195 1201 rVB 44734 71057 1.27% ©0.253%
18 11.099 1388 1396 1407 rBV 598586 978435 17.49%  3.486%
19 11.610 1477 1483 1489 rBV 38974 67641 1.21% 0.241%
20 11.669 1489 1493 1500 rVWV 40612 63889 1.14% 0.228%

21 13.510 1798 1806 1817 rBV 1265460 1829228 32.
22 13.734 1838 1844 1847 rBV 76957 120729 2
23 13.775 1847 1851 1858 rVB 370709 550457  9.84%
24 14.393 1951 1956 1959 rBV 65598 94384 1
2

OO RroOoON
Xod
a
=
S

25 14.610 1988 1993 1997 rBV 83507 113075 .02% 403%
26 14.816 2023 2028 2034 rBV2 40458 75404  1.35% 0.269%
27 14.893 2034 2041 2048 rVB 839992 1271081 22.73%  4.528%
28 15.146 2075 2084 2094 rBV 52174 92227 1.65% ©.329%
29 15.816 2190 2198 2207 rBV 371448 581379 10.39% 2.071%
30 16.375 2284 2293 2310 rBV 679676 1128742 20.18% 4.021%
31 16.610 2328 2333 2343 rVB 41364 67076 1.20% ©.239%
32 17.069 2407 2411 2417 rVB 54481 71568 1.28% 0.255%
33 17.345 2452 2458 2463 rVB 76115 101992 1.82% 0.363%
34 17.622 2500 2505 2516 rVB 1016438 1467844 26.24%  5.229%
35 17.898 2549 2552 2563 rVB5 31212 69318 1.24% ©.247%
36 18.934 2722 2728 2734 rVB3 25483 57204 1.02% 0.204%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS Vvial : 11 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
37 19.881 2885 2889 2894 rBV 163239 216309 3.87% ©.771%
38 19.951 2897 2901 2906 rVV 355921 467941 8.37% 1.667%
39 19.998 2907 2909 2915 rVB4 65631 93263 1.67% 0.332%
40 20.122 2925 2930 2935 rVB 2882908 3419358 61.14% 12.182%
41 20.392 2971 2976 2981 rBV2 87102 178153 3.19% ©.635%
42 20.833 3048 3051 3053 rBV2 78779 87477 1.56% 0.312%
43 21.316 3130 3133 3134 rBV3 63930 69686 1.25% ©.248%
44 21.380 3142 3144 3153 rVB2 175491 199162 3.56% ©.710%
45 21.516 3162 3167 3172 rBV 4857686 5593092 100.00% 19.926%
46 21.657 3186 3191 3196 rVB 1053031 1444039 25.82% 5.145%

47 24.127 3605 3611 3618 rVB 670209 1302487 23.29% 4.640%

Sum of corrected areas: 28068942
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
BP004013.D

: 19 Nov 2020 19:58

: CG/JU

L4828-01

: 11 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

Time-->

4000000

3000000

2000000

1000000

Abundance TIC: BP004013.D\data.ms
5000000

6.599 7122 9 9.428 11.099

8.26
:ﬁ% S'K%ﬁ%amsk%%jﬁg 7'7!40 8334 | o016 A 118

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Time-->

4000000

3000000

2000000

1000000 14.893

Abundance TIC: BP004013.D\data.ms
5000000

20.122

13.510
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13.775 15.816

. 3134 14.3984M09165.146 | 16.610 17.069.345 || 17.898
T L s e e e RE— e s
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Time-->

4000000

3000000

2000000

1000000

Abundance TIC: BP004013.D\data.ms
5000000 21.516

21.657

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 2-Pentanone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.981 13.31 ng 452140 1,4-Dichlorobenzene-d4 8.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 53
4 3-Aminopyrrolidine 86 C4H1ON2 079286-79-6 9
5 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 9

Abundance  Scan 16 (2.981 min): BP004013.D\data.ms (-11) (-) m/z 43.00 100.00%
43

3.0
5000
R A RRRREEE AR
3.003.103.203.303.40
ob 11190 1912 27483341 416848355435 ) 41 65 16.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1709: 2-Pentanone
43.0
5000 T T T T[T T[T [T il
3.003.103.203.303.40
m/z 86.05 14.15%
O‘\‘\J\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
AR RS AN SR
3.003.103.203.303.40
5000 m/z 39.00 8.27%
0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1661: 2,3-Butanedione  RAARNARENSaNay e
43.0 3.003.103.203.303.40
m/z 42.05 5.34%
- M

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

3.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 2 Butane, 2-chloro-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.076 9.98 ng 339153 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 83
2 Propane, 1,2-dichloro-2-methyl- 126 C4H8C12 000594-37-6 22
3 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 16
4 2-Butene, 1l-methoxy-, (Z)- 86 C5H100 010034-16-9 16
5 2-Penten-1-o0l, 2-methyl-, (E)- 100 C6H120 016958-19-3 16
Abundance  Scan 32 (3.076 min): BP004013.D\data.ms (-26) (-) m/z 71.05 100.00%
71.0

-

5000
e
‘ 3.00 3.20 340
ol Apl| 133219282528 3631 4684 539.1 1/, 41.05 79.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5029: Butane, 2-chloro-2-methyl-
41.0
5000 LI I L B B B B
3.00 320 3.40
‘ m/z 55.05 77.21%
114,/106.0
O‘\l\\"d\lw\b‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
77.0
T
3.00 320 3.40
5000 ITI/Z 76.95 75.37%
ok
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18150: Butane, 2,3-dichloro-2-methyl- e
77.0 3.00 320 3.40
m/z 43.05 72.56%
5000
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\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 unknown6.034 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.034 8.35 ng 283571 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 49
2 2,4-Dimethyl-3-hexene(c,t) 112 C8H16 1000118-16-4 46
3 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 45
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 43
5 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 43

Abundance Scan 535 (6.034 min): BP004013.D\data.ms (-529) (-) m/z 69.05 100.00%

69.0
L RAREERE SR
\ | \ Lmo . 5.80 6.00 6.20 6.40
Oh - hiddi 140.1 207.0 2811 3861 46315242 ./, g3.05 96.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6739: 3-Ethyl-4-methyl-2-pentene
55.0
5000 UL L L I N L
5.80 6.00 6.20 6.40
‘ m/z 55.05 83.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
R P T T
5.80 6.00 6.20 6.40
5000 m/z 41.10 68.20%
0 113.0
R e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6709: 3-Hexene, 3,4-dimethyl- R EARBasEess:
55.0 5.80 6.00 6.20 6.40
m/z 57.10 58.55%
5000
o”rﬂlu“%, SPU NS I W13 it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 3-Hexene, 3-methyl-, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.264 3.28 ng 111287 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 60
2 Cyclohexane, 1l-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 59
3 3-Hexene, 3-methyl-, (E)- 98 C7H14 003899-36-3 53
4 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 53
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 52
Abundance Scan 574 (6.264 min): BP004013.D\data.ms (-563) (-) m/z 69.05 100.00%
69.0

a

5000
l‘ J' 6.00 6.20 6.40 6.60
ol LAl 1132:0102.0 2811 3601 475158420 ./, 5505 67.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3376: 3-Hexene, 3-methyl-, (2)-
69.0
5000
6.00 6.20 6.40 6.60
1 m/z 41.05 42.35%
O‘\‘\J\‘\“‘”\‘l‘”\“\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
R
6.00 6.20 6.40 6.60
5000 m/z 97.10 31.83%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3377: 3-Hexene, 3-methyl-, (E)-
69.0 6.00 6.20 6.40 6.60
m/z 111.10 30.27%
5000 /\J\
OJ“‘M.J, LA L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 5 Cyclopentanone, 2-(1-methyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.375 2.36 ng 80042 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-(1-methylpropyl)- 140 C9H160 006376-92-7 59
2 1H-Pyrazole, 4,5-dihydro-5-methyl- 84 C4H8N2 001568-20-3 47
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
4 Pelletierine 141 C8H15NO 004396-01-4 43
5 2-Piperidinemethanol 115 C6H13NO 003433-37-2 38
Abundance Scan 593 (6.375 min): BP004013.D\data.ms (-586) (-) m/z 57.10 100.00%
57.1
5000
l 6.00 6.20 6.40 6.60
b4 141168 2001 2687 3497 44415120 /7 84.05 54.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18772: Cyclopentanone, 2-(1-methylpropyl)-
84.0
6.00 6.20 6.40 6.60
m/z 69.05 50.84%
O \\\‘“‘\J}\\l\H‘\‘\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
6.00 6.20 6.40 6.60
5000 m/z 41.05 48.26%
oM e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1418: 2-Butenal, 2-methyl- — T e
84.0 6.00 6.20 6.40 6.60
m/z 55.05 27.05%
5000
7.0
0 ‘LJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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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\BP111920\

19

BP004013.D

Nov 2020 19:58

: CG/JU
L4828-01

11

hod
le

ry

Sample Multiplier: 1

¢ 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 6 2-Butene, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.599 22.71 ng 771848 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 50
2 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 47
3 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 43
4 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 43
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 43
Abundance Scan 631 (6.599 min): BP004013.D\data.ms (-625) (-) m/z 84.05 100.00%
84.0
5000
RERERREEE
’ 6.20 6.40 6.60 6.80 7.00
O ddd. 14892069 2808 370.1 4564 5308 ./, 57.65 99.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1504: 2-Butene, 2,3-dimethyl-
41.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 55.10 82.00%
0\\“\ "‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.05 76.88%
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17993: 3-Octene, 2,2-dimethyl-
69.0 6.20 6.40 6.60 6.80 7.00
m/z 41.05 67.72%
5000
’ 140.0
07 H\r I “\ SRS SAA SRES S SRR AR AR
—— o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

8270-BP110320.M Fri Nov 20 11:53:37 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 7 unknown6.652 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.652 3.13 ng 106227 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-(1-methylpropyl)- 140 C9H160 006376-92-7 64
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 47
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
4 n-Propylcyclopropanemethylamine 113 C7H15N 026389-60-6 43
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 43
Abundance Scan 640 (6.652 min): BP004013.D\data.ms (-636) (-) m/z 57.10 100.00%
57.1 T
5000
‘ l ’ 140.1 206.9 6.40 6.60 6.80 7.00
ol 7T 2069 280.9343.2 409.4 4755 5401 1/, g4 05  79.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18772: Cyclopentanone, 2-(1-methylpropyl)-
84.0
5000 LB R B R B R
6.40 6.60 6.80 7.00
m/z 69.05 57.80%
O\\\\“II\“\\\\\H‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 54.10%
oA e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1418: 2-Butenal, 2-methyl- — TR e
84.0 6.40 6.60 6.80 7.00
m/z 55.10 53.58%
5000
7.0
Olum‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 Hexane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.834 12.25 ng 416327 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
2 Butane, 1,1'-oxybis[3-methyl- 158 C10H220 000544-01-4 64
3 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 64
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 56
5 Isopentyl propyl carbonate 174 C9H1803 1000373-84-4 50
Abundance Scan 671 (6.834 min): BP004013.D\data.ms (-665) (-) m/z 43.05 100.00%
43.0
5000 M
R AR
’111.1 6.60 6.80 7.00 7.20
Okt 20702679 3520 45905187 ' y/; 70.05  91.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7652: Hexane, 2,3-dimethyl-
70.0
5000
6.60 6.80 7.00 7.20
‘ m/z 71.10 69.86%
O‘\\H “J\‘ \‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
6.60 6.80 7.00 7.20
5000 m/z 55.05 50.16%
101.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30335: Propanoic acid, 2-methyl-, 3-methylbutyl ester
43.0 6.60 6.80 7.00 7.20
m/z 41.05 49.35%
) M\/\\
15.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 unknown?7.017 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.017 2.05 ng 69778 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 42
2 3-Heptene, 4-propyl- 140 CleH20 004485-13-6 38
3 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 36
4 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 36
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 33
Abundance Scan 702 (7.017 min): BP004013.D\data.ms (-696) (-) m/z 55.10 100.00%
553.1
5000

\h J\ 15.2 208.0270.8  382.1 465.2 541.% 6606.807.007.20 7.49
S S S R S e ey m/z 97.10  46.08%

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

Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0

o

5000 | B R B
6.60 6.80 7.00 7.20 7.40
m/z 69.05 28.81%
\ l‘ 140.0
O‘\\H\U‘J\‘\‘\‘\‘\\\L‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.05 25.49%
140.0
0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11544: 3,5-Dimethyl-3-heptene T e e e
55.0 6.60 6.80 7.00 7.20 7.40
m/z 98.05 19.04%
5000
126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40

8270-BP110320.M Fri Nov 20 11:53:40 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 Decane, 3,3,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.069 8.77 ng 297962 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
4 Pyrrolidine 71 C4HON 000123-75-1 72
5 1-Butanol, 3-methyl-, carbonate ... 202 C11H2203 002050-95-5 64
Abundance Scan 711 (7.069 min): BP004013.D\data.ms (-706) (-) m/z 43.10 100.00%
43.1

-

5000
e e R
‘ 140.1 6.80 7.00 7.20 7.40
bl {12068 277.0 3461 4520 5363 /7 71.10  76.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48907: Decane, 3,3,4-trimethyl-
71.0
5000
6.80 7.00 7.20 7.40
m/z 70.05 75.25%
O‘\\J‘\“‘\ \”\“\\\]-55\.\0\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 36.46%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7654: Pentane, 2,3,4-trimethyl- AR R S s e
43.0 6.80 7.00 7.20 7.40
m/z 55.10 30.48%
5000
0 | J‘ 114.0
T T T e e e e AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 11 Cyclohexane, 1-methyl-2-pro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.122  20.60 ng 700055 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 78
2 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 72
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 64
4 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 64
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 64
Abundance Scan 720 (7.122 min): BP004013.D\data.ms (-716) (-) m/z 97.10 100.00%
97.1

5000

S

39 ( l 6.80 7.00 7.20 7.40
Ok 192.9 2808 37184301 5029 m/z 55.85 83.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-

0
[3;]
o
=

5000 T T T T[T T rrprrrry
6.80 7.00 7.20 7.40
m/z 41.10 27.60%
MM 140.0
O‘\\‘\\“\l\\H‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
97.0
AR AL RRER R
6.80 7.00 7.20 7.40
5000 ITI/Z 69.10 24.20%
39.0
O e T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6759: 2-Pentene, 2,3,4-trimethyl-
55.0 6.80 7.00 7.20 7.40
m/z 57.10 17.25%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

8270-BP110320.M Fri Nov 20 11:53:42 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 12 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.334 4.12 ng 140135 1,4-Dichlorobenzene-d4 8.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 78
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
Abundance Scan 926 (8.334 min): BP004013.D\data.ms (-921) (-) m/z 57.05 100.00%
57.0
5000 //k
R S RRRRRRN
\ ‘ ‘ 8.00 8.20 8.40 8.60
oAb LA 2080272.1 36684313 5149 sz 41.10  34.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
5000 L L L B B
8.00 8.20 8.40 8.60
m/z 43.05 29.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
AR e
8.00 8.20 8.40 8.60
5000 m/z 55.10 28.27%
0 128.0
T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74058: Heptyl isobutyl carbonate IR SaE E T T
57.0 8.00 8.20 8.40 8.60
m/z 56.05 19.95%
5000
OMHN-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

8270-BP110320.M Fri Nov 20 11:53:42 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 13 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.775 8.66 ng 550457  Acenaphthene-d10 14.893
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 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 50
4 Diacetamate 193 C1OH11NO3 002623-33-8 42
5 Metacetamol 151 C8HSNO2 000621-42-1 42

Abundance Scan 1851 (13.775 min): BP004013.D\data.ms (-1847) (- m/z 43.10 100.00%

43.1
109.1
5000
69 1 13 50 14 00
ob v bbb JO92 2809 37224368 | 5390 109 05  69.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T T T T
13.50 14.00
m/z 151.05 45.82%
‘ ’ ‘ 69.0
O‘\\“\l\“‘l\ﬂ\‘u\‘\‘u‘I\‘\H\’\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
109.0
13.50 14.00
5000 ITI z 41.05 19.33%
32.0
Y L B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0 13 50 14 00
m/z 85.00 13.15%
50001 430
Lo
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13 50 14 OO

8270-BP110320.M Fri Nov 20 11:53:43 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP@@4013.D

Acqg On : 19 Nov 2020 19:58

Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-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 14 Tetrahydrofuran-2-one, 5-[1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.816 9.15 ng 581379  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydrofuran-2-one, 5-[1-hydr... 186 C10H1803 1000131-83-9 86
2 2-Propanol, 1-(diethylamino)- 131 C7H17NO 004402-32-8 47
3 Triethylamine borane 115 C6H18BN 001722-26-5 47
4 3-(Diethylamino)-1,2-propanediol 147 C7H17NO2 000621-56-7 43
5 Ethanamine, N,N-diethyl-2-(2-met... 175 C9H21NO2 074685-75-9 43

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

Abundance Scan 2198 (15.816 min): BP004013.D\data.ms (-2190) (- m/z 85.95 100.00%
86.0
5000 /k
— e
N l 15.50 16.00
ol b 1790 2819 8730 47685377 /7 55.05  50.08%

86.0

Abundance  #49884: Tetrahydrofuran-2-one, 5-[1-hydroxyhexyl]-

5000
O’\\\\““‘“\l\\\’J\‘\\\‘\1\8\6\.‘0\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
86.0
5000
O Lt e e e

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

%

= \
15.50 16.00

m/z

85.00  32.38%

—

— \
15.50 16.00

m/z

83.10  29.98%

—

Abundance #7873: Triethylamine borane = =
86.0 15.50 16.00
m/z 58.00 20.06%
5000
210‘
o,HL«“‘“JMJ‘,HHww_HwH,HH_Mwwww — ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270-BP110320.M Fri Nov 20 11:53:44 2020
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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\BP111920\
BP004013.D

: 19 Nov 2020 19:58

: CG/JU

L4828-01

: 11 Sample Multiplier: 1

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

ry ¢ 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 15 unknownl9.881

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.881 3.00 ng 216309 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Tetradecene, (E)- 196 C14H28 041446-78-0 38
2 2-Isopropyl-4H-oxazol-5-one 127 C6HINO2 1000190-01-9 38
3 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 30
4 1,7-Octadiene, 2,3,3-trimethyl- 152 C11H20 1000150-47-7 30
5 2,4-Pentanedione, 3-(9-decenyl)- 238 C15H2602 185053-96-7 27

Abundance Scan 2889 (19.881 min): BP004013.D\data.ms (-2885) (- m/z 55.10 100.00%
55.1
5000 m¢v/¥NMAJKA«Mwa¢wN
113.0 - —r
“‘}‘ 2070 19.50 20.00
o AR Ly 1 2070 2819 3560 457.15164 ./, g3.10  68.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58284: 4-Tetradecene, (E)-
55.0
5000 = —
19.50 20.00
m/z 43.05 53.86%
196.0
20
O\\l\‘“\\‘\lﬂ\]‘\F\h\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
P e
19.50 20.00
5000 m/z 41.05 48.90%
112.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #88460: 2-Piperidinone, N-[4-bromo-n-butyl]- — —
43.0 19.50 20.00
m/z 71.05 44.,21%
h J\Q
ob ‘hﬁf‘%a.(’ﬂ?-w%-o“ A
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\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 16 unknown19.951 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.951 6.48 ng 467941 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 46
2 2-Isopropyl-4H-oxazol-5-one 127 C6HONO2 1000190-01-9 46
3 2-Butenoic acid, 3-methyl-, buty... 156 C9H1602 054056-51-8 35
4 Cyclobutanecarboxylic acid, 3-tr... 282 C18H3402 1000280-57-6 22
5 3-Methyl-2-butenoic acid, tetrad... 296 C19H3602 1000279-24-8 22
Abundance Scan 2901 (19.951 min): BP004013.D\data.ms (-2897) (- m/z 55.10 100.00%
553.1
5000 JJ
——
‘ ks % 2o 20.00
ol MLy, 220 2169 3851 42894883509 1/, 4310 67.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11362: Ethanone, 1-cyclohexyl-
55.0
5000 1
20.00
126.0 m/z 43.10 50.92%
O\\h\‘\“\‘\\\h\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
——
20.00
5000 m/z 41.10 45.497%
112.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29079: 2-Butenoic acid, 3-methyl-, butyl ester ——
83.0 20.00
m/z 71.10 40.59%
5000
PG, “ l ’ 156.0
oMb e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 17 1-(1-tert-Butoxypropan-2-yl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.392 2.47 ng 178153 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 64
2 Methane, diethoxy- 104 C5H1202 000462-95-3 64
3 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 59
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 53
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 50

Abundance Scan 2976 (20.392 min): BP004013.D\data.ms (-2971) (- m/z 59.05 100.00%
59.0

-

5000
H 20.00 20.50
155.0 : :
245.2
ol | M'w ol 28228122 A29.2490.3549. ./, 1093 19 47.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #52789: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0
5000 T —T
20.00 20.50
m/z 57.10 31.51%
O‘\\J\‘l\m‘ \‘\‘\“\‘\]-ﬁe‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
— —
20.00 20.50
5000 ITI/Z 43.10 27 .49%
O L P T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115144: 2,5,8,11,14,17-Hexaoxaoctadecane — ——
59.0 20.00 20.50
m/z 41.05 23.51%
- j\wv
0 ” I‘ L “ i 1\4'\7.0 221'0
[ P T T 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 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS vial : 11 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 18 Diethylene glycol dibenzoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.381 2.76 ng 199162 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 78
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 64
4 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 59
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 46

Abundance Scan 3144 (21.380 min): BP004013.D\data.ms (-3142) (- m/z 105.00 100.00%
105.0
— —
180.0 571 2100 21.50
of 0L L [ 200 319.1 390.2 4894 5461 m/z 149.00  82.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 — —
21.00 21.50
m/z 77.05 42.87%
01270 . 179.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0
= —
21.00 21.50
5000 m/z 51.05 9.22%
77.0
0 276.0
e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester — —
149.0 21.00 21.50
m/z 106.00 9.04%
] .MJt
ow{mu“mw_‘H_‘H‘w‘wwwwwm e el
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\BP111920\
Data File : BP0O@4013.D

Acqg On : 19 Nov 2020 19:58
Operator : CG/JU

Sample : L4828-01

Misc :

ALS Vvial : 11 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|
2-Pentanone 2.981 13.3 ng 452140 1 8.269 679600 20.0
Butane, 2-chlor... 3.076 10.0 ng 339153 1 8.269 679600 20.0
unknown6.034 6.034 8.3 ng 283571 1 8.269 679600 20.0
3-Hexene, 3-met... 6.264 3.3 ng 111287 1 8.269 679600 20.0
Cyclopentanone,... 6.375 2.4 ng 80042 1 8.269 679600 20.0
2-Butene, 2,3-d... 6.599 22.7 ng 771848 1  8.269 679600 20.0
unknown6.652 6.652 3.1 ng 106227 1 8.269 679600 20.0
Hexane, 2,3-dim... 6.834 12.3 ng 416327 1 8.269 679600 20.0
unknown7.017 7.017 2.0 ng 69778 1 8.269 679600 20.0
Decane, 3,3,4-t... 7.069 8.8 ng 297962 1 8.269 679600 20.0
Cyclohexane, 1-... 7.122 20.6 ng 700055 1 8.269 679600 20.0
1-Pentanol, 2-e... 8.334 4.1 ng 140135 1 8.269 679600 20.0
2,4,7,9-Tetrame... 13.775 8.7 ng 550457 3 14.893 1271080 20.0
Tetrahydrofuran... 15.816 9.2 ng 581379 3 14.893 1271080 20.0
unknown19.881 19.881 3.0 ng 216309 5 21.657 1444040 20.0
unknown19.951 19.951 6.5 ng 467941 5 21.657 1444040 20.0
1-(1-tert-Butox... 20.392 2.5 ng 178153 5 21.657 1444040 20.0
Diethylene glyc... 21.381 2.8 ng 199162 5 21.657 1444040 20.0
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