LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92021\
Data File : BP0O7048.D

Acqg On : 20 Sep 2021 12:49

Operator : CG/JU

Sample : M3770-03

Misc . SUP-VST-01-(13-15

ALS vial : 6 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-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7048.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 24 29 36 rVB2 67682 114187 1.16% 0.169%
2 5.022 319 329 338 rVB 317203 482726 4.91% 0.714%
3 5.481 400 407 416 rBV 3516298 5166329 52.58% 7.646%
4 5.864 467 472 476 rBV 71629 105790 1.08% 0.157%
5 5.928 476 483 491 rVB 124907 207349 2.11% 0.307%
6 6.187 518 527 534 rBV4 170860 389984 3.97% 0.577%
7 6.305 540 547 553 rVB 153292 298111 3.03% 0.441%
8 6.393 557 562 570 rBv4 163760 306132 3.12% 0.453%
9 6.469 576 575 579 rw 313923 435496 4.43% 0.645%
106 6.522 579 584 585 rVW 100716 161767 1.65% 0.239%
11 6.546 585 588 592 rVv2 256118 478947 4.87% 0.709%
12 6.581 592 594 601 rvv 176773 240340 2.45% 0.356%
13 6.728 614 619 625 rBv4 60253 104282 1.06% 0.154%
14 6.811 625 633 638 rVB2 180283 428067 4.36% 0.634%
15 6.869 638 643 645 rBV 139785 199077 2.03% 0.295%
16 6.905 645 649 654 rVW2 409274 596139 6.07% 0.882%
17 6.958 654 658 662 rVW 190564 263010 2.68% 0.389%
18 7.005 662 666 670 rVV2 114450 161764 1.65% 0.239%
19 7.075 670 678 684 rVV 3406635 5616401 57.17% 8.312%
20 7.134 684 688 695 rVB 132136 213416 2.17% 0.316%
21 7.246 701 707 711 rVB4 60871 127622 1.30% 0.189%
22 7.293 711 715 719 rBV3 85394 133843 1.36% 0.198%
23 7.399 729 733 738 rVB 120049 167157 1.70% 0.247%
24 7.469 742 745 751 rVB2 84490 133042 1.35% 0.197%
25 7.540 752 757 758 rVWW 242288 321826 3.28% 0.476%
26 7.558 758 760 765 rVV 284032 372350 3.79% 0.551%
27 7.746 784 792 796 rBV3 81009 202253 2.06%  0.299%
28 7.828 796 806 811 rVV5 122506 379349 3.86% 0.561%
29 7.911 811 820 825 rVvV2 998467 1910125 19.44% 2.827%
30 7.987 825 833 837 rVB4 99465 219304  2.23% 0.325%
31 8.105 848 853 857 rBV 126554 172471 1.76%  0.255%
32 8.199 865 869 877 rvB2 182875 331279 3.37% 0.490%
33 8.346 889 894 900 rBv4 54371 99217 1.01% 0.147%
34 8.446 907 911 918 rVvB2 108416 231055 2.35% 0.342%
35 8.552 925 929 936 rBV3 139411 294626 3.00% 0.436%

36 9.022 999 1009 1011 rBV2 99931 198902 2.02% 0.294%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92021\
Data File : BP0O7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 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-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.069 1011 1017 1023 rVV 1910171 3065489 31.20% 4.537%
38 9.263 1047 1050 1056 rVB5 49541 102621 1.04% 0.152%
39 10.493 1251 1259 1268 rBV 164208 298517 3.04% 0.442%
40 10.710 1288 1296 1310 rBV 1246536 2058391 20.95% 3.046%

41 13.163 1706 1713 1727 rBV 4992322 7189555 73.18% 10.641%

42 14.381 1914 1920 1928 rVB 57186 121801 1.24% ©.180%
43 14.540 1940 1947 1954 rVB 1820072 2702390 27.51% 4.000%
44 16.022 2193 2199 2218 rVB 4256772 6131723 62.41% 9.075%
45 17.287 2407 2414 2425 rVB 2197666 3277942 33.36% 4.851%
46 18.175 2559 2565 2583 rBV 983951 1725234 17.56%  2.553%
47 19.404 2769 2774 2791 rBV 363158 623422 6.35% ©.923%

48 19.839 2843 2848 2854 rBV 8188593 9824761 100.00% 14.541%
49 20.510 2958 2962 2967 rBV 475156 531284 5.41% 0.786%
50 21.075 3054 3058 3067 rBV2 477924 683824 6.96% 1.012%
51 21.363 3103 3107 3116 rVB 3052137 3822971 38.91% 5.658%
52 23.786 3512 3519 3528 rVB2 2023076 4143363 42.17% 6.132%

Sum of corrected areas: 67567023
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 20 Sep 2021 12:49
: CG/JU
: M3770-03

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\

BP007048.D

: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP007048.D\data.ms

5.481 7.075

10.710

3.258 5022 53928, 688 7488 10.49
L ‘ L

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

A VN A -
L B B e e L R

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP007048.D\data.ms
19.839

13.163

16.022

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP007048.D\data.ms

21.363
23.786

21.075

Time-->

21.00 2150 22.00 2250 23.00 23.50 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\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.022 5.05 ng 482726  1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 329 (5.022 min): BP007048.D\data.ms (-319) (-) m/z 43.00 100.00%

3.0
5000 im
101.1
REERERREES SR
4.60 4.80 5.00 5.20 5.40
bl 1658223.1281.0340.94005 5026  m/z 59.85  66.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T T[T T T[T I TTTT [Tl
4.60 4.80 5.00 5.20 5.40
m/z 101.10  26.60%
101.0
O\\”\‘Jf“ \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R e ama
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.76%
oui\‘“q‘ H‘Jw""‘_"""H,w_ww,www

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R ABAREEEE

59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.27%

B MA/\JM
- R a

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heptane, 2,4,6-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.187 4.08 ng 389984 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4,6-trimethyl- 142 C1OH22 002613-61-8 50
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
3 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 43
4 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 38
5 Pentane, 3-ethyl-3-methyl- 114 C8H18 001067-08-9 35

Abundance Scan 527 (6.187 min): BP007048.D\data.ms (-518) (-) m/z 43.05 100.00%

3.0
5000
R AR RRRaS BEEE
y ‘ 26.1 i 5.80 6.00 6.20 6.40 6.60
Ot 1 1910 266.6  356.0416.0474.1 5407 n/; 57.05  93.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0
5000 BN R R
5.80 6.00 6.20 6.40 6.60
m/z 55.05 68.06%
e
O‘\\\ ’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
AR AR e
5.80 6.00 6.20 6.40 6.60
5000 m/z 97.10 67.62%
0 “ J \‘ ‘1140
e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163270: Oxalic acid, heptyl isohexyl ester T T
57.0 5.80 6.00 6.20 6.40 6.60
m/z 85.05 65.57%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Octane, 2,5-dimethyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.305 3.12 ng 298111 1,4-Dichlorobenzene-d4 7.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 78
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 78
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 72
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 64
5 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59

Abundance Scan 547 (6.305 min): BP007048.D\data.ms (-540) (-)
57.1

“ .| 142.0 208.8  294.9 369.8429.0 501.6

100 150 200 250 300 350 400 450 500 550
#22082: Nonane, 4-methyl-

I } 142.0
b

aE \\

100 150 200 250 300 350 400 450 500 550
#22090: Octane, 2,5-dimethyl-

[ 142.0

100 150 200 250 300 350 400 450 500 550
#14599: Pentane, 2,2,3,3-tetramethyl-

.0

m/z 57.10 100.00%

=

6.00 6.20 6.40 6.60
m/z 43.05 63.44%

=

6.00 6.20 6.40 6.60
m/z 71.10 39.01%

-

6.00 6.20 6.40 6.60
m/z 70.10 28.06%

3

6.00 6.20 6.40 6.60
m/z 41.10 26.98%

=

5000
O J ““
m/z--> 0 50
Abundance
57.
5000
0 T \”\ J “‘\
m/z--> 0 50
Abundance
57.
5000
ol J‘
m/z--> 0 50
Abundance
57
5000
ol ‘”‘ | ““
m/z--> 0 50

100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown6.393 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.393 3.21 ng 306132 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 47
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47
3 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 47
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 47
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 43

Abundance Scan 562 (6.393 min): BP007048.D\data.ms (-557) (-)
57.1

m/z 57.10 100.00%

o MNJ\MUV
S e
“H 0.1 9211 ‘ 6.00 6.20 6.40 6.60 6.80
ol bl e 221.1282.8 36014181 4902549.  p/7; 43.05  76.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33088: Decane, 2-methyl-
43.0
5000 I L L B
6.00 6.20 6.40 6.60 6.80
m/z 71.10 49.38%
" 13.0
O‘\\\’\1\‘”\“\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.05 39.76%
o lllproere
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32912: 2,2-Dimethyl-3-octanone R Rama  RRRE R
57.0 6.00 6.20 6.40 6.60 6.80
m/z 55.10 28.70%
| ‘ || 156.0
0 e e = e e e e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.469 4.56 ng 435496 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 575 (6.469 min): BP007048.D\data.ms (-570) (-) m/z 57.05 100.00%

57.0
5000 J\/\/M
R ARREEEEEEEE
1?5 1 6.20 6.40 6.60 6.80
oAbl gEo2 2070 2800 356.04151 4980  m/z 71.85  63.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.05 49.88%
O‘\\l‘\p’\#‘\‘l\‘l\P\?.\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22108: Octane, 3,6-dimethyl-
57.0
R ERaAREEE R
6.20 6.40 6.60 6.80
5000 m/z 41.05 32.59%
I
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22077: Nonane, 3-methyl- AR aama T
57.0 6.20 6.40 6.60 6.80
m/z 56.05 31.32%
B m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclohexane, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.546 5.01 ng 478947 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
2 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 64
3 Cyclohexane, decyl- 224 C16H32 001795-16-0 53
4 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 50
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 588 (6.546 min): BP007048.D\data.ms (-585) (-) m/z 83.10 100.00%
83.1

N

5000
M e e
| “ 1 ‘ 178.9 250.9 327.1  428.9 ‘ 6206.40 6.60 6.8
Ol bl ly | 1780 2509 3271  428.9489.4549.  n/; s55.10  89.03%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13196: Cyclohexane, propyl-
83.0
5000 L L N L LA BN R I

6.20 6.40 6.60 6.80
m/z 82.05 54.98%

15-H|.J ‘L ‘

O‘\\\\‘\f\\“\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl-
83.0

N

6.20 6.40 6.60 6.80
5000 m/z 41.05 39.21%

15;“ | JA

-

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

Abundance #104600: Cyclohexane, decyl- R RRaEEs

83.0 6.20 6.40 6.60 6.80
m/z 56.10  25.29%
- m
o 0 e A T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ether, tert-butyl isopropyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.52 ng 240340 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 53
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 45
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 35

4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1OH22 052897-04-8 27
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 25

Abundance Scan 594 (6.581 min): BP007048.D\data.ms (-592) (-) m/z 57.10 100.00%

57.1

5000

-

H 25 ERAREEEE RS EE RS e

1 s 6.20 6.40 6.60 6.80 7.00
ob Ll | 19392529 3260 4289 6243 ., 9g.19 49.97%

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

Abundance  #31198: Ether, tert-butyl isopropylidenecyclopropyl
57.0

-

5000
6.20 6.40 6.60 6.80 7.00
m/z 43.10 38.37%
O‘\\“\‘\“‘J\‘}\‘VH\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
AR BaaN e s
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.10 19.04%
o dllifpze
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl-  RRRRNEANAS S e e
57.0 6.20 6.40 6.60 6.80 7.00
m/z 85.10 15.37%
\ le?.o
o"J“\H‘!H“w_m,mwmWm‘HH_HWWHHM R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

8270E-BP091621.M Tue Sep 21 11:27:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane, 2,5,6-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.811 4.48 ng 428067 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 80
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 78
3 Octane, 2,3-dimethyl- 142 C1leH22 007146-60-3 59
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 59
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 47
Abundance Scan 633 (6.811 min): BP007048.D\data.ms (-625) (-) m/z 57.05 100.00%
57.0
5000 M
R RARRNEY
’ ‘ ‘ ~ 6.40 6.60 6.80 7.00 7.20
ol dAll 1382 22112809 353.3417.3 489.0548! ./, 43 .05 60.91%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 B R LU B I
6.40 6.60 6.80 7.00 7.20
m/z 41.05 33.62%
ool gero
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
R e RS BRI
6.40 6.60 6.80 7.00 7.20
5000 m/z 56.10 25.30%
ol 1| {] 2701840
R e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22102: Octane, 2,3-dimethyl- s e AR
57.0 6.40 6.60 6.80 7.00 7.20
m/z 98.05 21.39%
5000
REUIREYY:
- — e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00 7.20

8270E-BP091621.M Tue Sep 21 11:27:27 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.905 6.24 ng 596139 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 90
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
3 Heptane, 2,3,4-trimethyl- 142 C1leH22 052896-95-4 64
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 58
Abundance Scan 649 (6.905 min): BP007048.D\data.ms (-645) (-) m/z 57.10 100.00%
57.1
- ML
AR REE RN e
‘ l } o1 ‘ 6.60 6.80 7.00 7.20
ol 1 2721 207.0266.6 340.9401.6 489.6548. 4/ 43.65 52.71%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B L R B R
6.60 6.80 7.00 7.20
m/z 71.05 38.48%
O ”J!11!1!%l42.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22105: Octane, 3,5-dimethyl-
57.0
UITS SR,V VV A S—
6.60 6.80 7.00 7.20
5000 m/z 70.10 30.02%
oLl 20

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

Abundance #22118: Heptane, 2,3,4-trimethyl-

57.0 6.60 6.80 7.00 7.20
m/z 41.10 26.86%
oH”“_m“‘uH"m‘HH‘m‘_‘H_m_m_m_m_ B =

m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

8270E-BP091621.M Tue Sep 21 11:27:28 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.958 2.75 ng 263010 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1OH22 000871-83-0 91
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 81
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 78
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 72
5 Dodecane 170 C12H26 000112-40-3 59
Abundance Scan 658 (6.958 min): BP007048.D\data.ms (-654) (-) m/z 57.10 100.00%
57.1
- MAJL
R RANEEEES e e
‘ ‘ |]727 5 6.60 6.80 7.00 7.20
b LA 55T 2089 282.8342.1 4169474.95330  n/; 43.05  76.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L L B LI B B
6.60 6.80 7.00 7.20
m/z 71.10 38.58%
O\\\’\J‘J\‘\\’\I‘]-\Z\?.\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0
“ﬂﬁ“‘w“u“u“u“_
6.60 6.80 7.00 7.20
5000 m/z 41.10 38.38%
0 Ly, 1890 060
e e L N B m e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl- T e
43.0 6.60 6.80 7.00 7.20
m/z 85.05 24.71%
5000
N \1 f-o 225.0
ot e e e e G
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

8270E-BP091621.M Tue Sep 21 11:27:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.540 3.37 ng 321826 1,4-Dichlorobenzene-d4 7.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 60
2 Undecane 156 C11H24 001120-21-4 52
3 Tridecane 184 C13H28 000629-50-5 50
4 Hexatriacontane 507 C36H74 000630-06-8 47
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
Abundance Scan 757 (7.540 min): BP007048.D\data.ms (-752) (-) m/z 57.10 100.00%
57.1
e aaasee s
‘1F0-1 7.20 7.40 7.60 7.80
O bl il 2091267.9326.8 4028 4888547 ./, 43,19 g6.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane
43.0
5000 L L L L B R
7.20 7.40 7.60 7.80
m/z 41.05 36.45%
” ‘l1420
O‘\\\‘\1\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33077: Undecane
57.0
o P AEEaEEE TR
7.20 7.40 7.60 7.80
5000 m/z 71.10 36.28%
\ ||, 1560
o T B it —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59028: Tridecane
57.0 7.20 7.40 7.60 7.80
m/z 105.05 28.83%
5000
1840
L s
e e

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

8270E-BP091621.M Tue Sep 21 11:27:30 2021

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.558 3.90 ng 372350 1,4-Dichlorobenzene-d4 7.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95

4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 760 (7.558 min): BP007048.D\data.ms (-758) (-) m/z 105.10 100.00%

105.1
5000

7.20 7.40 7.60 7.80

03901114 164922322820 354.8 46145241 1/, 156,19  47.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10691: Mesitylene
105.0
5000 \j\—A’\/\
7.20 7.40 7.60 7.80
m/z 119.05 12.58%
39.0 ‘
O‘\\‘1!"“1“\“\\“\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
T T e
7.20 7.40 7.60 7.80
5000 m/z 77.00 11.91%
ANl
P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10718: Benzene, 1,2,4-trimethyl- LA
105.0 7.20 7.40 7.60 7.80
m/z 106.05 9.22%
5000
oL390
‘\\\\’\M\\\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

8270E-BP091621.M Tue Sep 21 11:27:30 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decane, 5-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.828 3.97 ng 379349 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 62
2 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 50
3 Hexane, 3-ethyl-3-methyl- 128 C9H20 003074-76-8 47
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 47
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 43
Abundance Scan 806 (7.828 min): BP007048.D\data.ms (-796) (-) m/z 57.10 100.00%
57.1
R
‘ l 156.2 7.60 7.80 8.00 8.20
ok i iy, 1562 222.1280.93409  429.14980 /7 43.05  52.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33084: Decane, 5-methyl-
57.0
5000 L L I L LI L B
7.60 7.80 8.00 8.20
m/z 85.05  28.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl-
57.0
R
7.60 7.80 8.00 8.20
5000 m/z 41.10 26.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14588: Hexane, 3-ethyl-3-methyl- T ERRRmEEEE
57.0 7.60 7.80 8.00 8.20
m/z 56.05 18.95%
B M\JV/\N\/\M
o\\l“lb-o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP091621.M Tue Sep 21 11:27:31 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclohexane, butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.199 3.47 ng 331279 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 78
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 78
4 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 78
5 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 72
Abundance Scan 869 (8.199 min): BP007048.D\data.ms (-865) (-) m/z 83.10 100.00%
83.1

N

5000
A T
‘ h l4h-0 7.80 8.00 8.20 8.40 8.60
bbbl AFED201.0265.1 3410 4321 5259 n/z 55.10  63.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20675: Cyclohexane, butyl-
83.0
5000 I L R B
7.80 8.00 8.20 8.40 8.60
m/z 82.05 59.92%
O]‘-\S\.P\’“\h\l\\1‘1]\.\4?‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13203: Cyclohexane, propyl-
83.0
B e e RN
7.80 8.00 8.20 8.40 8.60
5000 m/z 67.00 18.85%
o_“H,Ju“m“H‘_Hw‘m"mwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31429: Cyclohexane, pentyl- T T T T
83.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 15.77%
5000
‘ 154.0
18,
Y S aSaa

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

8270E-BP091621.M Tue Sep 21 11:27:32 2021

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzene, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.552 3.08 ng 294626  1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 90
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
Abundance Scan 929 (8.552 min): BP007048.D\data.ms (-925) (-) m/z 119.10 100.00%

119.1 N
5000
39.0 l 8.20 8.40 8.60 8.80

oLl 221.1283.0 354.9 4464 5280 ;105 05 ge.04%

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

Abundance #17028: Benzene, 1,3-diethyl-

119.0
5000 N L R LR B
8.20 8.40 8.60 8.80
m/z 91.00 55.26%
39.0 | \
O ‘\\h\\\‘ih\ﬂ\\\l\‘\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
R AaaRRwaat
8.20 8.40 8.60 8.80
5000 m/z 134.05 55.05%
39.0 \ |
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 92.00 18.12%
5000
41.0 “ |
0 ‘HWHHV‘\ R B SR FUST R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270E-BP091621.M Tue Sep 21 11:27:33 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.493 2.90 ng 298517 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Hexaethylene glycol 282 C12H2607 002615-15-8 50

Abundance Scan 1259 (10.493 min): BP007048.D\data.ms (-1251) (-  m/z 57.05 100.00%
57.0

o Jtﬂ
=
\ “ 1310 10.50
b AMLLEDE 21930 267,08250 4089 8222 -/, 45,05  88.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 T
10.50
’ m/z 41.05 33.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
—r
10.50
5000 ITI/Z 75.05 20.94%
o LhbLi 320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether P
57.0 10.50
m/z 56.05 15.73%
h VMwmmﬂwwhwj\mwwaMmﬁww
O'J“‘l, S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

8270E-BP091621.M Tue Sep 21 11:27:34 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.175 10.53 ng 1725230  Phenanthrene-d10 17.287
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2565 (18.175 min): BP007048.D\data.ms (-2559) (-  m/z 73.00 100.00%

73.0
5000
213.2
== —
HH} 3| ‘ Bt — 510
o Hk\‘\mwm 82.0341.1 420.1489.3546.  m/z 60.00  81.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CTT U
18.00 18.50
213.0 m/z 43.05 72.38%
O\\i“ m’“\“‘“!! \‘!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.10 65.43%
L 228.0
okl H'“'Wu\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 55.05 62.50%
5000
L 2140
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.404 3.26 ng 623422 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2774 (19.404 min): BPO07048.D\data.ms (-2769) (- m/z 73.00 100.00%

3

5000 V/JL/
241.2
—
MG
O A L L 324.9 4008 4911549 1/, 4316  87.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ——
185.0 19.50
" m/z 60.00 86.46%
()li ’I‘\”\MIW\H\\l\\“\l\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—
19.50
5000 ITI/Z 57.10 76.76%

otstL | HHN ,.er‘g-o

H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid

73.0 19.50

m/z 55.05 72.16%
L 228.0
i \‘H‘ l \

0l ol e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

)

5000

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 19 9-Octadecenamide, (Z)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.510 2.78 ng 531284 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 47

Abundance Scan 2962 (20.510 min): BP007048.D\data.ms (-2958) (-  m/z 59.00 100.00%

59.0
5000
T [
‘ ‘ J38. 20.50
or o dlAfi D 298129743589 418647715%61 1 72,00 71.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —=
20.50
‘ m/z 55.05 34.44%
O\‘\d\\‘ H\\\m\m‘l\“\‘l‘\%"%\8\4\‘0\\\\‘2\\8\1\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142060: Hexadecanamide
59.0
U \
20.50
5000 ITI/Z 41.10 28.89%
128.0 212.0
0 H‘WJHMJﬂ‘w‘u‘h‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108044: Tetradecanamide T ‘
59.0 20.50
m/z 43.10 22.41%
w f/Nvﬂ\WﬂMWUAw/\wwwwwwvm
‘ 128.0 227.0
0 Hﬂ”‘“ L A S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0OO7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 20 Cyclotetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.075 3.58 ng 683824 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 94

Abundance Scan 3058 (21.075 min): BPO07048.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1

‘ 1Pt 207-02670 ’ 21.00 |
ok bl | 26708282  427.2489.1546. /. g3.16  91.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T ‘
21.00
m/z 55.05 84.17%
153.0,
OZ\G{- ‘\ \\“‘\\\h\‘\“ll\‘l\\I\n“\l\“(\)l\‘IZ\T\Q\’OH\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene
57.0
N
21.00
5000 ITI/Z 97.10 83.03%
125.0
378.0
ol L M.BZO,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate 7 ‘
57.0 21.00
m/z 43.10 81.12%
5000
125.0
{ ‘ } 82.0 294.0
o L e —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00

8270E-BP091621.M Tue Sep 21 11:27:38 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0O7048.D

Acqg On : 20 Sep 2021 12:49
Operator : CG/JU

Sample : M3770-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 5.0 ng 482726 1 7.911 1910130 20.0
Heptane, 2,4,6-... 6.187 4.1 ng 389984 1  7.911 1910130 20.0
Octane, 2,5-dim... 6.305 3.1 ng 298111 1 7.911 1910130 20.0
unknown6.393 6.393 3.2 ng 306132 1  7.911 1910130 20.0
Octane, 2,6-dim... 6.469 4.6 ng 435496 1 7.911 1910130 20.0
Cyclohexane, pr... 6.546 5.0 ng 478947 1 7.911 1910130 20.0
Ether, tert-but... 6.581 2.5 ng 240340 1 7.911 1910130 20.0
Decane, 2,5,6-t... 6.811 4.5 ng 428067 1  7.911 1910130 20.90
Nonane, 4-methyl- 6.905 6.2 ng 596139 1 7.911 1910130 20.0
Nonane, 2-methyl- 6.958 2.8 ng 263010 1 7.911 1910130 20.0
Decane 7.540 3.4 ng 321826 1 7.911 1910130 20.0
Mesitylene 7.558 3.9 ng 372350 1  7.911 1910130 20.0
Decane, 5-methyl- 7.828 4.0 ng 379349 1  7.911 1910130 20.0
Cyclohexane, bu... 8.199 3.5 ng 331279 1 7.911 1910130 20.0
Benzene, 1,3-di... 8.552 3.1 ng 294626 1 7.911 1910130 20.0
Ethanol, 1-(2-b... 10.493 2.9 ng 298517 2 10.710 2058390 20.0
n-Hexadecanoic ... 18.175 10.5 ng 1725230 4 17.287 3277940 20.0
Octadecanoic acid 19.404 3.3 ng 623422 5 21.363 3822970 20.0
9-Octadecenamid... 20.510 2.8 ng 531284 5 21.363 3822970 20.0
Cyclotetracosane 21.075 3.6 ng 683824 5 21.363 3822970 20.0
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