LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48732.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.535 369 374 383 rVB4 15219 27112 1.38% 0.251%
2 5.629 383 390 400 rVB 195158 324253 16.56% 3.006%
3 6.545 540 546 552 rBV2 19459 32660 1.67% 0.303%
4 7.045 623 631 638 rBV2 22068 37815 1.93% 0.351%
5 7.121 638 644 647 rBV3 10422 20454 1.04%  0.190%
6 7.238 655 664 678 rVB3 128835 313315 16.00%  2.904%
7 7.462 696 702 710 rVB 36818 59049 3.02% 0.547%
8 7.720 739 746 755 rVB 286028 482209 24.62% 4.470%
9 8.079 798 807 812 rBV 84670 149609 7.64% 1.387%
106 8.190 821 826 833 rVB2 73434 120043 6.13% 1.113%
11 8.261 833 838 842 rBV3 28047 43238 2.21% ©0.401%
12 8.572 886 891 896 rVB3 38764 64129 3.27% 0.594%
13 8.719 907 916 923 rBV5 30873 60675 3.10% 0©.562%
14 8.895 939 946 954 rVB5 13484 29482 1.51% 0.273%
15 9.030 961 969 974 rBV3 37818 65448 3.34% 0.607%
16 9.089 974 979 985 rvVB 16076 25282 1.29% 0.234%
17 9.189 991 996 1001 rBV2 70942 123624 6.31% 1.146%
18 9.254 1001 1007 1018 rVB 304371 567884 29.00% 5.264%
19 9.354 1018 1024 1038 rBV5 24512 65389 3.34% 0.606%
20 9.524 1048 1053 1059 rBv2 15519 22214 1.13% 0.206%
21 9.718 1080 1086 1091 rBV 45352 70048 3.58% 0.649%
22 9.783 1091 1097 1103 rVv3 35096 63354 3.24% 0.587%
23 9.853 1103 1109 1118 rVB5 16930 31067 1.59% ©0.288%
24 10.147 1154 1159 1165 rVB 21361 31685 1.62% 0.294%
25 10.323 1177 1189 1196 rBV3 123097 334753 17.09%  3.103%
26 10.399 1196 1202 1206 rBV2 77662 155934 7.96% 1.445%
27 10.599 1231 1236 1242 rVB5 18247 28918 1.48% 0.268%
28 10.905 1282 1288 1292 rBV 93255 172613 8.81% 1.600%
29 10.958 1292 1297 1304 rVB 201389 361519 18.46% 3.351%
30 11.569 1398 1401 1407 rVB7 11973 19930 1.02% 0.185%
31 12.567 1566 1571 1577 rVB7 11009 22898 1.17% 0.212%
32 12.785 1597 1608 1615 rVB 149592 259348 13.24% 2.404%
33 12.855 1615 1620 1626 rVB5 22015 38383 1.96% ©0.356%
34 13.355 1698 1705 1713 rBV 770410 1190456 60.79% 11.035%
35 13.572 1735 1742 1745 rBV5 11344 20615 1.05% 0.191%
36 14.177 1839 1845 1849 rBV2 17485 24182 1.23% 0.224%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.254 1853 1858 1868 rBV9 21190 39711 2.03% 0.368%
38 14.377 1874 1879 1886 rBV5 10393 20688 1.06% ©.192%
39 14.736 1934 1940 1946 rVV 166278 258665 13.21%  2.398%
40 16.228 2188 2194 2203 rBV 665122 1035956 52.90%  9.603%
41 16.428 2220 2228 2232 rBV7 27442 64128 3.27% ©.594%
42 16.580 2248 2254 2257 rBv4 16985 27916 1.43% 0.259%
43 17.139 2346 2349 2354 rVB3 14341 19935 1.02% 0.185%
44 17.491 2403 2409 2414 rBV = 227771 352466 18.00% 3.267%
45 17.532 2414 2416 2423 rVB 49157 67487 3.45% ©.626%
46 17.897 2470 2478 2483 rVB2 28247 49622 2.53% 0.460%
47 17.985 2485 2493 2495 rBV7 10543 20303 1.04% ©.188%
48 18.378 2556 2560 2564 rBv4 45200 64886 3.31% 0.601%
49 18.878 2639 2645 2648 rBV3 16582 27839 1.42% 0.258%
50 19.136 2682 2689 2694 rBV 86498 117059 5.98% 1.085%
51 19.224 2700 2704 2709 rVB 22943 32121 1.64% ©.298%
52 19.548 2754 2759 2764 rVB 32785 49613 2.53% 0.460%
53 19.771 2792 2797 2802 rVB3 24401 39487 2.02% 0.366%
54 19.906 2818 2820 2828 rVB 22289 32756 1.67% ©.304%
55 20.106 2847 2854 2860 rBV 1528302 1958277 100.00% 18.153%
56 20.294 2882 2886 2892 rVB4 11852 21045 1.07% 0.195%
57 20.776 2965 2968 2973 rVB2 20982 25559 1.31% 0.237%
58 20.993 3001 3005 3010 rVB 71448 84480 4.31% 0.783%
59 21.410 3072 3076 3083 rBV2 93935 148139 7.56%  1.373%
60 21.792 3133 3141 3146 rBV 235461 391266 19.98%  3.627%

61 25.135 3698 3710 3720 rBV3 127024 378614 19.33% 3.510%

Sum of corrected areas: 10787605
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048732.D\data.ms
1400000
1200000
1000000

800000
600000

4
00000 7720 9.954

200000 T 7238 - 1903280 1100 po8 12.785
5 gﬁ\s 6.545 7104317462 gl bs. 37H, %5%%% 0599 jf 11.569 12.56%855

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 1100 11.50 12.00 12.50

Abundance TIC: BG048732.D\data.ms

20.106
1400000

1200000

1000000
8000001{13.355

16.228

600000

400000
17.491 21.792

$1.410

200000 14.736 N
3.572 1343%W7 jt 6142680 17.1397[°32789848-378 18, 672 239 3888080 2042077

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048732.D\data.ms

o

1400000
1200000
1000000
800000
600000
400000

200000 25.135

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,2,3-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.545 4.37 ng 32660 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 58
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 58
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 53
Abundance Scan 546 (6.545 min): BG048732.D\data.ms (-540) (-) m/z 105.10 100.00%
105.1
5000
S & W
51.1 6.20 6.40 6.60 6.80
i J 428.5 9
o+ m/z 120.10 30.20%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L L B LA LN I
6.20 6.40 6.60 6.80
m/z 77.00 29.04%
39.0
O \\“\‘\‘i‘“f“\“\J‘J\”‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #9411: Benzene, (1-methylethyl)-
105.0
[ N N
6.20 6.40 6.60 6.80
5000 m/z 103.00 15.40%
51.0 ‘ ‘
miz--> 0 50 100 150 200 250 300 350 400 M I
Abundance #9427: Benzene, 1-ethyl-2-methyl- T
105.0 6.20 6.40 6.60 6.80
m/z 79.10 12.59%
5000
51.0 ’ H
bbb L L
m/z--> 0 50 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.045 5.06 ng 37815 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
3 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 59
4 1,3,5-Cycloheptatriene, 7-ethyl- 120 C9H12 017634-51-4 50
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 50
Abundance Scan 631 (7.045 min): BG048732.D\data.ms (-623) (-) m/z 91.10 100.00%
91.1
5000 A
39.1 ‘ ‘ 294.9 340, 6.80 7.00 7.20 7.40
0 “‘MVMWWMMwMu‘ A m/z 120.10 19.09%
miz-> 50 100 150 200 250 300
Abundance #9407: Benzene, propyl-
91.0
5000 \AA,’N‘
6.80 7.00 7.20 7.40
m/z 65.10 16.51%
39.0
O\\‘\‘\‘i“\“\“\““\ L L I Y B B
miz--> 50 100 150 200 250 300
Abundance #70360: N-Benzyl-2-phenethylamine
120.0
O |
6.80 7.00 7.20 7.40
5000 m/z 92.00 12.77%
65.0
oLl 1650 2090
e
miz--> 50 100 150 200 250 300 H‘l
Abundance #94982: 1-Benzylamino-2-benzyloxyethane h“u““‘_“‘,WN““
91.0 6.80 7.00 7.20 7.40
m/z 77.90 10.87%
5000
30.0 ‘ LS&O
N e — S IR A
m/z--> 50 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41621\
Data File : BG@48732.D

Acqg On : 16 Apr 2021 20:07

Operator : CG/JU

Sample : M2042-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.462 7.89 ng 59049 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 87
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 78

Abundance Scan 702 (7.462 min): BG048732.D\data.ms (-696) (-) m/z 105.10 100.00%
1

05.1
5000
AR mmmaa s e
30.1 ‘ 7.20 7.40 7.60 7.80
ol—} W“lw A 2210 2806 m/z 120.10  41.69%
miz--> 50 100 150 200 250
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
5000 UL AL B L
7.20 7.40 7.60 7.80
m/z 91.10 21.08%
21.0 \Gﬁ'o‘\\ L ‘
O\\h\\i”\‘\”\‘\“‘\m\‘\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 77.10 15.67%
70 529 |||
R
miz--> 50 100 150 200 250
Abundance #9412: Benzene, 1,2,3-trimethyl- ‘H‘pwh‘,ﬂn“u“,u“
105.0 7.20 7.40 7.60 7.80
m/z 79.00 15.32%
5000
39.0
ooty g A AL
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80

8270-BGO41421.M Mon Apr 19 15:01:57 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.720 64.46 ng 482209 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 746 (7.720 min): BG048732.D\data.ms (-739) (-) m/z 105.10 100.00%
105.1
5000 1201
 RRRREEE
4 511 77‘1 91‘-0 7.40 7.60 7.80 8.00
bbb e el o m/z 120,05 38.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\’
120.0 7.40 7.60 7.80 8.00
770 m/z 77.10 15.37%
15.0 0 e MY
O \\’H\\’H\“1’1\H"\\\\"1‘1H‘\\‘H‘H\\‘H\\‘HH‘HH‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 j\
1200 AU A WERY B WSV A
' 7.40 7.60 7.80 8.00
5000 m/z 91.00 14.28%
77.0 91.0
o150 380310640 | "7 | n
R B e R L RARARSEEEE e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ M
Abundance #9428: Benzene, 1-ethyl-3-methyl- \ R
105.0 7.40 7.60 7.80 8.00
m/z 103.00 9.61%
5000
120.0
510 77.0 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.190 16.05 ng 120043 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 826 (8.190 min): BG048732.D\data.ms (-821) (-) m/z 105.10 100.00%
105.1
5000 120.1
A
771 R RARYS o
39.1 631 | 91.0 7.80 8.00 8.20 8.40 8.60
Obrrererrrre ettt el o Wl myz 120,10 40.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0 R R RN
7.80 8.00 8.20 8.40 8.60
39.0 m/z 77.10 15.40%
770 910 /
63.0 ‘
OH‘\\\\‘2\\5\“\0‘H\H‘\\HHU\H‘MNH‘\{\M‘HH“‘}\\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105.0 A
1200 ‘\\\\‘\/TI\C\‘A{&\\\‘\\%\‘\\
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.05 10.50%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl- R AR
105.0 7.80 8.00 8.20 8.40 8.60
m/z 79.10 10.37%
120.0
5000
77.0 91.0
ol 250 380 10640 L L il MAMA
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40 8.60

8270-BGO41421.M Mon Apr 19 15:01:58 2021 Page:




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41621\
Data File : BG@48732.D

Acqg On : 16 Apr 2021 20:07

Operator : CG/JU

Sample : M2042-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.261 5.78 ng 43238 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10

2 Benzene, 1-propenyl- 118 C9H10
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e
4 Benzene, 1l-ethenyl-3-methyl- 118 C9H1e0
5 (Z)-1-Phenylpropene 118 C9H1e

Abundance Scan 838 (8.261 min): BG048732.D\data.ms (-833) (-)

117.1

055337-80-9 76
000637-50-3 70
000622-97-9 70
000100-80-1 70
000766-90-5 64

m/z 117.05 100.00%

=

5000
91.1
51.1
Ll \‘ | 190.6 e
0l ey m/z 115.00 63.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
5000
91.0 8.00 8.20 8.40 8.60
m/z 118.10 58.45%
39.0 63.0
O' LA L L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8956: Benzene, 1-propenyl-
117.0
8.00 8.20 8.40 8.60
5000 ITI/Z 91.10 37.35%
91.0
39.0
63.0
15.0
0! R EREE RN R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 8.00 8.20 8.40 8.60
m/z 103.00 21.37%
5000 91.0
39.0 63.0 [J\
0 ‘1‘5‘-?‘«‘u‘w‘w,“‘u“w,w\:‘,w‘m I MHW
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.572 8.57 ng 64129 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 87
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 83
Abundance Scan 891 (8.572 min): BG048732.D\data.ms (-886) (-) m/z 105.05 100.00%
105.1
134.0
5000
77.0 o AN A A
51.1 um ‘ 207.1 8.20 8.40 8.60 8.80
Ol MM L 20T 119,65 89.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 1340 \/‘\*\M\HM‘HH‘HH‘HH‘\
8.20 8.40 8.60 8.80
77.0 m/z 91.05 52.53%
39.0 ‘
O \]-\5\?\‘\‘\ \“‘\\“”\““\‘\\\“‘ T \‘”\“\\\‘\‘J\\\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14838: Benzene, 1,4-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.00 51.66%
91.0
41.0
o8O, i B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14839: Benzene, 1,3-diethyl- Rl RRRLE St AR
119.0 8.20 8.40 8.60 8.80
m/z 76.95 22.21%
5000
91.0
39.0 ‘
0 ‘1‘5‘-9‘m‘mw‘HM‘H“Hm,‘Hu,w,w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41621\
Data File : BG@48732.D

Acqg On : 16 Apr 2021 20:07

Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.719 8.11 ng 60675 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1@H14 076089-59-3 87
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 87
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 81
Abundance Scan 916 (8.719 min): BG048732.D\data.ms (-907) (-) m/z 119.10 100.00%
119.1
o
R ERREwmERE T
51.0 8.40 8.60 8.80 9.00
ey 3633 4705 ;
o bR ey m/Z 91,10 56.70%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000
8.40 8.60 8.80 9.00
m/z 105.10 51.57%
41.0 \
O ‘\\‘\J\li“\m“&\‘[“\h \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /LA /\
DU, A
8.40 8.60 8.80 9.00
5000 m/z 134.00 41.49%
39.0
ol bbbt L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- A A frrrt
119.0 8.40 8.60 8.80 9.00
m/z 77.00 20.81%
5000
39.0
0 "“‘MM“"“\‘l“““ “"mwm‘mwm‘m“mwm‘
m/z--> 0 50 100 150 200 250 300 350 400 450 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Tolyloxirane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.895 3.94 ng 29482 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H100 002783-26-8 58
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 58
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 53

4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 53
5 1-Hepten-5-yne, 2-methyl-3-methy... 120 C9H12 076003-40-2 50

Abundance Scan 946 (8.895 min): BG048732.D\data.ms (-939) (-) m/z 105.10 100.00%

105.1

N

‘ 330, 8.60 8.80 9.00 9.20
HAM‘J“”“‘MJHm‘Hw_m_m_m"' m/z 77.10  34.32%

m/z--> 50 100 150 200 250 300
Abundance #15278: 2-Tolyloxirane
105.0
5000

8.60 8.80 9.00 9.20
m/z 134.00 23.48%

o

O\\\‘\“\”\M\\‘M\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300
Abundance #14857: Benzene, 1-methyl-4-propyl- A/\
105.0 J\“
A NAAAARARRS RARRARAAE
860880900920
0‘2‘7‘9“9\”\ N
m/z--> 50 100 150 200 250 300
Abundance #14837: Benzene, 1,2-diethyl-
105.0 8.60 8.80 9.00 9.20

m/z 78.10 12.31%

5000
39.0 ‘
o

m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20

o

8270-BGO41421.M Mon Apr 19 15:02:00 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.030 8.75 ng 65448 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 70
2 o-Cymene 134 C10H14 000527-84-4 64
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 62
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 58
5 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 53
Abundance Scan 969 (9.030 min): BG048732.D\data.ms (-961) (-) m/z 119.10 100.00%
119.1
L
39.1 ‘ 880900920940f
207.0 414, : . :
0 _Huw"w‘w“ “““ u““_m_m_m_m_mw m/z 91.00  43.20%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 117.10  34.90%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14806: o-Cymene
119.0
8.80 9.00 9.20 9.40
5000 m/z 77.10 26.50%
65.0
T Y
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 134.05 25.00%
5000
Lo
Y VS W e A )
m/z--> 0 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.189 16.53 ng 123624 1,4-Dichlorobenzene-d4 8.079
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
3 o-Cymene 134 C1eH14 000527-84-4 86
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 83
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
Abundance Scan 996 (9.189 min): BG048732.D\data.ms (-991) (-) m/z 119.10 100.00%

119.1

Ll s

31651 ‘ ‘ 8.80 9.00 9.20 9.40 9.60
0 L B0 130 05 37, 60%
miz--> O 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0

Lo

5000 M VLR MBIV A NP
8.80 9.00 9.20 9.40 9.60

91.0 m/z 91.05 27.19%
65.0 ‘
0 \‘\\1\5\0‘\\\3\9’(\)\‘\\“\‘\\\“\\1\"‘}“\\‘1W\\1\3§-‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
91.0
IR i A NI T )
m/z--> 0 20 40 60 80 100 120 140
Abundance #14806: 0-Cymene
119.0 8.80 9.00 9.20 9.40 9.60

m/z 77.00 14.01%

5000 91.0
39.0 65.0
15.0 N \‘\ 135.0
o‘HHwmmmwmmu“w
I l ! I l i | I

m/z--> 0 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 (E)-1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.354 8.74 ng 65389 1,4-Dichlorobenzene-d4 8.079

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 81
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 81

Abundance Scan 1024 (9.354 min): BG048732.D\data.ms (-1018) (-) m/z 117.00 100.00%
0

11F.
5000
38.9 6.9
L L] asos ame sy 800920940060
ol I L m/z 132.85 97.07%
miz--> 50 100 150 200 250
Abundance #14051: (E)-1-Phenyl-1-butene
11y.0
5000
9.00 9.20 9.40 9.60
51.0 m/z 115.00  41.95%
01\5-\0“\‘ ‘\ }L”‘\““\“ﬁ7‘\‘o‘m\ ‘\ ‘H\“\ LA L s By B B
miz--> 50 100 150 200 250
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117.0
9.00 9.20 9.40 9.60
5000 m/z 91.10 30.25%
39.0 77.0
o) I }‘um‘\m‘mh“ L\ ey “ ‘H“\‘ T
m/z--> 50 100 150 200 250
Abundance #14042: Benzene, 2-butenyl-
117.0 9.00 9.20 9.40 9.60
m/z 38.90 22.43%
5000
65.0
27.0 ‘
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60

8270-BGO41421.M Mon Apr 19 15:02:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M

Quant Title

TIC Library : C:\Database\NIST11l.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 13 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.718 8.12 ng 70048 Naphthalene-d8 10.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14

Abundance Scan 1086 (9.718 min): BG048732.D\data.ms (-1080) (-)

076089-59-3 90

m/z 119.05 100.00%

119.1
5000
A /\ s
391 77. ].{ 250 9.50 10.00
ob W gl 360 134,05 46.96%
mlz--> 50 100 150 200 250 300 350
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 A ) ‘ U
9.50 10.00
m/z 90.95 29.23%
39.0 71%
O T T ‘\ ‘\‘ ’h \h“\ ‘H\ T ’hh\ M \H\ ‘ T 17T ‘ T T T ‘ T T T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- M
119.0 /\ WM
At
9.50 10.00
5000 ITI/Z 120.10 12.60%
39.0 77.
miz-> 50 100 150 200 250 300 350 /\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- il ; ‘M‘ .
119.0 9.50 10.00
m/z 77.10 11.14%
5000
77
390 L1
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.783 7.34 ng 63354 Naphthalene-d8 10.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 86
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 86
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 86
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 86
Abundance Scan 1097 (9.783 min): BG048732.D\data.ms (-1091) (-) m/z 119.00 100.00%
119.0
5000
1 /\ N J
50.9 ‘ ‘ | 9.50 10.00
ob—4 {mw”‘u“h“‘““‘H‘“‘ b2z 134,00 44.90%
mlz--> 50 100 150 200 250 300 350
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 e ‘/\ ‘ s
9.50 10.00
m/z 90.95 22.33%
77.
27.
0\\‘\\‘“‘H“w“ﬂ“““\““ \h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- Nﬂ
119.0 J\ MM
Ay Vir W rim
9.50 10.00
5000 m/z 115.00 17.10%
27.0 7.
miz--> 50 100 150 200 250 300 350
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 9.50 10.00
m/z 50.90 13.35%
5000
%0790 ) LA
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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-butynyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.323 38.79 ng 334753 Naphthalene-d8 10.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 95
2 2-Methylindene 130 C10H10 002177-47-1 93
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 90
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 90
5 Benzene,1-methyl-1,2-propadienyl- 130 C10H1e 022433-39-2 89

Abundance Scan 1189 (10.323 min): BG048732.D\data.ms (-1177) (- m/z 115.00 100.00%

115.0
5000
Ad i
63.0 10.00 10.50
— !hJ“u““‘w‘w“ M9 4z 13000 93.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #13088: Benzene, 1-butynyl-
115.0
5000
1000 1050
m/z 129.05 75.57%
63.0
O’\\\‘\“f‘h‘\m‘\“\“\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #13085: 2-Methylindene
130.0
10.00 10.50
5000 ITI/Z 128.05 43.22%
64.0
] A S
miz--> 0 50 100 150 200 250 300 350 400
Abundance  #13121: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-
130.0 1000 1050
m/z 102.00 15.27%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Methylindene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.399 18.07 ng 155934 Naphthalene-d8 10.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
2 2-Methylindene 130 C10H10 002177-47-1 93
3 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 93
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 93
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 93

Abundance Scan 1202 (10.399 min): BG048732.D\data.ms (-1196) (-  m/z 115.10 100.00%

1151
5000
AA . e
SlHl ||] 180.8 353.8 sa0; %0 10:50
o_H'H"Mw R P e et M/Z 130,08 90.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13087: Benzene, 1-butynyl-
115.0
5000 — A4
10.00 10.50
51.0 m/z 129.00  72.90%
O‘\‘\I\ILj\\“\"l\"Ll‘l\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13084: 2-Methylindene
130.0 /\
— b g
10.00 10.50
5000 ITI/Z 128.00 36.66%
51.0
O‘thmﬂ¥ﬁ\\‘H\w\uw\u\_\u‘u\w\u\_\u‘u\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13092: 1H-Indene, 1-methyl- DY, KU HL R P A Y
130.0 10.00 10.50
m/z 127.1@  19.72%
5000
51.0
0 \.IHMLH /\‘ e ‘ ‘/“\‘A‘A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 20
R.T. EstConc Area Relative to ISTD R.T.
18.378 3.68 ng 64886  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Nonanoic acid 158 C9H1802 000112-05-0 46

Abundance Scan 2560 (18.378 min): BG048732.D\data.ms (-2556) (-  m/z 59.95 100.00%

%

5000
129.1
171. 1213'2
] ‘ 25‘ 3340 18.00 18.50
o i HJ‘W ) m“‘”””‘ A m/z 43.10  92.82%
miz--> 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

%

5000 129.0
18.00 18.50
H ‘ 171.0213.0256.0 m/z 73.05  88.39%
0! p ‘H“Mh“\ “u‘\‘m ‘\ ‘ “ “ “‘ | “\‘ - “\‘ e A
ZQ(v

miz--> 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
73.0
18.00 18.50
5000 129.0 m/Z 41.10 79.65%
171.0
Y P
o 0 Y
miz--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt — —
3.0 18.00 18.50
m/z 55.10 67.39%
155.0
5000
29.
ol \MH I L1l 2170 279.0 330.0 3874
s A e e IR R B s = —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41621\
Data File : BG@48732.D

Acqg On : 16 Apr 2021 20:07

Operator : CG/JU

Sample : M2042-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
LSCINT.P

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 18 unknownl9.136 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.136 6.64 ng 117059  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 38
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 35
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 32
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
5 1-

Pentanol, 3-methyl-2-propyl- 144 C9H200

Abundance Scan 2689 (19.136 min): BG048732.D\data.ms (-2682) (-

054004-40-9 28

m/z 57.10 100.00%

57.1
5000 113.1
‘ ‘ 1900 1950
169.1 : :
- M“““L‘ okl L2008 m/z 113.10  46.08%
miz--> 50 100 150 200 250 300
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
5000
97.0 19.00 19.50
97.05 42 .44%
O \‘ “ ‘\ - 153'0 211'0
\ \ T \ ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T
miz--> 100 150 200 250 300
Abundance #48876: Undecane, 6,6-dimethyl-
57.0
M/AMF
1900 1950
5000 ITI/Z 55.10 39.79%
113.0
02500 Ly ‘\““‘1799‘_m,w_‘
miz-> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate o —
57.0 19.00 19.50
m/z 83.05 28.24%
5000
97.0
1
o150, “\ ‘\ L 131.0 630 270 311
e Lt . L LR b
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.993 4.32 ng 84480 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
3 Triallylmethylsilane 166 C1OH18Si 001112-91-0 35
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 27
5 Tetradecanoic acid, pyrrolidide 281 C18H35NO 1000336-16-1 27

Abundance Scan 3005 (20.993 min): BG048732.D\data.ms (-3001) (-  m/z 57.10 100.00%
57.1

-

13.1
5000
’ 1602 2100
2241 281.1 ‘ :
0 H‘M‘JWHWH‘wLLHNMHH‘W‘J‘M“‘M“‘M“‘ﬁ?§l m/z 97.5 54.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 U
21.00
113.0 m/z 113.05 52.38%
J Ih Il ‘ ‘ 168'0
O \\\\‘\\\‘\"\H\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate

-

57.0
21.00
5000 m/z 55.05 49.,40%
ol ] 110099 5070 3110
A e T e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #35009: Triallylmethylsilane T
917.0 21.00
m/z 83.10  31.82%
5000
43.0
0 H‘Jﬂwwﬂuuuﬁ?@R‘“H,‘H“H“‘H“_“w““ =
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.410 7.57 ng 148139 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 74
2 11-Methyldodecanol 200 C13H280 085763-57-1 72
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 62
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 60
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 53

Abundance Scan 3076 (21.410 min): BG048732.D\data.ms (-3072) (- m/z 43.10 100.00%
43.1

07.1
5000
—
| | 1371179.9 2202 2809 356.1 21.50
0 ““yu‘WwwNWWWNMW“WM“H%H“H‘NH‘“““\\\‘ m/z 83.10 90.74%
m/z--> 50 100 150 200 250 300 350
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 T
153.0 21.50
m/z 55.10 89.07%
O T \“\ ‘\‘ ‘h“\ \“h\“ ‘”\ T ‘\ ‘h\ T \‘ T ‘2\2\4\9‘ T T ‘ T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #61345: 11-Methyldodecano
69.0
—
21.50
5000 m/Z 97.10 84.01%
110
ol kL uh Lo
miz--> 50 0 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester 7 4
57.0 21.50
m/z 69.10 82.40%
5000 11.0
1690
dsd LULLLLL Ty 2o s o
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041621\
Data File : BGO48732.D

Acqg On : 16 Apr 2021 20:07
Operator : CG/JU

Sample : M2042-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.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|
Benzene, 1,2,3-... 6.545 4.4 ng 32660 1 8.079 149609 20.0
Benzene, propyl- 7.045 5.1 ng 37815 1 8.079 149609 20.0
Benzene, 1-ethy... 7.462 7.9 ng 59049 1 8.079 149609 20.0
Benzene, 1,2,4-... 7.720 64.5 ng 482209 1 8.079 149609 20.0
Mesitylene 8.190 16.1 ng 120043 1 8.079 149609 20.0
Bicyclo[4.2.0]o... 8.261 5.8 ng 43238 1 8.079 149609 20.0
Benzene, 1,2-di... 8.572 8.6 ng 64129 1 8.079 149609 20.0
1,3-Cyclopentad... 8.719 8.1 ng 60675 1 8.079 149609 20.0
2-Tolyloxirane 8.895 3.9 ng 29482 1 8.079 149609 20.0
Benzene, 1l-ethy... 9.030 8.8 ng 65448 1 8.079 149609 20.0
Benzene, 4-ethy... 9.189 16.5 ng 123624 1 8.079 149609 20.0
(E)-1-Phenyl-1-... 9.354 8.7 ng 65389 1 8.079 149609 20.0
Benzene, 1-ethy... 9.718 8.1 ng 70048 2 10.905 172613 20.0
Benzene, 1,2,3,... 9.783 7.3 ng 63354 2 10.905 172613 20.0
Benzene, 1-buty... 10.323 38.8 ng 334753 2 10.905 172613 20.0
2-Methylindene 10.399 18.1 ng 155934 2 10.905 172613 20.0
n-Hexadecanoic ... 18.378 3.7 ng 64886 4 17.491 352466 20.0
unknown19.136 19.136 6.6 ng 1170659 4 17.491 352466 20.0
2,4,4,6,6,8,8-H... 20.993 4.3 ng 84480 5 21.792 391266 20.0
Cyclohexane, 1,... 21.410 7.6 ng 148139 5 21.792 391266 20.0
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