LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc :

ALS vial : 5 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.326 3 6 16 rVB 539134 790373 6.39% 1.181%
2 4.378 175 185 190 rBV 96921 173572 1.40% 0.259%
3 5.741 408 417 423 rBV 3242635 5555773 44.95% 8.300%
4 5.799 423 427 432 rVW 232302 379427 3.07% 0.567%
5 5.882 432 441 459 rVB2 4285179 12361134 100.00% 18.467%
6 6.252 493 504 513 rBV 126756 228312 1.85% 0.341%
7 6.740 578 587 598 rBV 397652 675890 5.47% 1.010%
8 7.233 663 671 679 rBV 774221 1281314 10.37% 1.914%
9 7.345 681 690 696 rVV 2433433 4148991 33.56% 6.198%
10 7.403 696 700 707 rVV 1434258 2337230 18.91% 3.492%
11 7.480 707 713 725 rVB 1566955 2598522 21.02%  3.882%
12 7.650 731 742 756 rBV 1524335 2548201 20.61% 3.807%
13 7.920 773 788 796 rBV 5059339 9013985 72.92% 13.466%
14 8.267 839 847 851 rBV 143614 268832 2.17% 0.402%
15 8.385 859 867 875 rBV 1503879 2584337 20.91% 3.861%
16 8.649 905 912 924 rVB 1083223 1861206 15.06% 2.780%
17 8.761 924 931 936 rBV 304179 510065 4.13% 0.762%
18 8.819 936 941 949 rVB 245523 405556  3.28% 0.606%
19 8.908 949 956 962 rBV 577009 996069 8.06% 1.488%
20 9.078 979 985 995 rVB 130233 226663 1.83% 0.339%
21  9.225 1004 1010 1015 rBV 325132 529867 4.29% 0.792%
22 9.278 1015 1019 1029 rVB 272196 493841 4.00% 0.738%
23 9.383 1029 1037 1042 rBV2 641038 1115896 9.03% 1.667%
24 9.442 1042 1047 1058 rVB2 381391 1068014 8.64% 1.596%
25 9.718 1085 1094 1100 rBV 117568 218502 1.77% 0.326%
26 9.906 1120 1126 1131 rBV 350362 575460 4.66%  0.860%
27 9.965 1131 1136 1143 rVB 424785 732094 5.92% 1.094%
28 10.335 1194 1199 1211 rVB 279166 493526  3.99% 0.737%
29 10.488 1217 1225 1232 rBV2 555652 1023365 8.28% 1.529%
30 11.099 1317 1329 1332 rBV2 174173 413413 3.34% 0.618%
31 11.152 1332 1338 1344 rVV 655304 1230388 9.95%  1.838%
32 12.732 1602 1607 1614 rBV 164393 262475 2.12% 0.392%
33 12.950 1635 1644 1651 rBV 295217 536660 4.34% 0.802%
34 13.026 1651 1657 1666 rVB3 79627 181123 1.47% 0.271%
35 13.514 1733 1740 1748 rVB 982694 1520955 12.30% 2.272%
36 13.620 1748 1758 1763 rBV2 56455 128584 1.04% 0.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.278 1863 1870 1877 rBV 202856 314370 2.54% 0.470%
38 14.889 1968 1974 1980 rVB 346675 557180 4.51% 0.832%
39 15.042 1995 2000 2011 rVB2 89680 170994 1.38%  0.255%
40 16.369 2219 2226 2240 rBV 914075 1482586 11.99% 2.215%
41 16.628 2264 2270 2275 rVB 254217 352818 2.85% 0.527%
42 17.627 2433 2440 2447 rVB 494884 748432 6.05% 1.118%
43 18.490 2581 2587 2597 rBV2 164502 285461 2.31% 0.426%
44 19.748 2797 2801 2810 rBV 158517 230316 1.86% 0.344%
45 20.212 2875 2880 2886 rBV 1059035 1413011 11.43% 2.111%
46 21.928 3165 3172 3179 rVB 514197 893209 7.23% 1.334%

47 25.353 3745 3755 3771 rVB2 308366 1019956  8.25% 1.524%

Sum of corrected areas: 66937948
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055589.D\data.ms
5000000 7.920

5.882
4000000

5.741
3000000

7.345

2000000
7l%8650 8.385

8.649

1000000 79
1048 11152

326 8.908 9.383
}\m ° WLQ e A 82 b %Az . ° 37& 11J(£EQA 2 '}i‘ﬂ%
) 6.252 . . 71 ‘ : .
0 378 \ I h %Eﬁ ) o 519

\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\fv‘\/\\*v_y_ﬁ\/_v‘rf\\\"\\‘r\‘y_vﬂr (| L B L L B L B
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055589.D\data.ms
5000000

4000000
3000000

2000000

13.514 20.212

1000000 16.369

17.627 21.928

14.889
14.278 16.628 18.490 19.748
18.620 N yggmz . )

Time--> 13.50 14.00 14.50 15.00 1550 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: BG055589.D\data.ms
5000000

4000000

3000000

2000000

1000000
25.353

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\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
3.326 58.80 ng 790373  1,4-Dichlorobenzene-d4 8.267
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (3.326 min): BG055589.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
55.0 87.0 \\\‘\\\\‘\\\\’\\\\’\\\\‘\
‘ ‘ 3.403.503.603.70
O L wjz azee 47.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R U B
43.0 3.403.503.603.70
~ 550 87.0 m/z 55.00  32.51%
20.0 ‘\ o
0\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
O ERRRNNRESS s
410 oo 87.0 3.403.503.60 3.70
5000 ’ ITI/Z 87.00 25.83%
29.0
so |1
e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2248: Silane, tetramethyl- R AmaasaEEEEE
73.0 3.403.503.603.70
m/z 41.00 16.22%
5000
45.0
o 190 290 " 590 | 880
N R RN T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.882 919.62 ng 12361100 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 83
Abundance Scan 441 (5.882 min): BG055589.D\data.ms (-432) (-) m/z 91.00 100.00%
91.0
5000 106.0 /\
770 e
39‘-0 51"0 65.0 | 5.60 5.80 6.00 6.20
Obrrprrerprerr et bl sl m/z 106,00 51.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0 /\
5000 106.0 I e AN S RARS
5.60 5.80 6.00 6.20
390 770 m/z 105.00  24.88%
27.0 ‘ 5]"'0 65.0 ‘ ‘
O\\‘\\\\‘\\\‘\‘\\\}‘\\\\}1‘\\\‘H\‘\\‘\f\“[\\f\“f‘\\f‘\‘f\‘\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
seoé\soeooezo
106.0 : : : :
5000 m/z 77.00 16.63%
39.0 510 45 77:0
200 | g bl
Ottt e e R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene R maa e AR R
91.0 5.60 5.80 6.00 6.20
m/z 50.95 15.51%
5000 106.0
39.0 510 g50 770
o“‘1‘5:9"Z‘ZI?W‘m‘}‘mw;“‘uw‘l‘wu“‘w“mw‘ NN SV B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.233  95.32 ng 1281310 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzyl(2-chloroethyl)amine 169 C9H12CIN 042074-16-8 72
3 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 59
4 1-(Benzylamino)propan-2-ol 165 C1OH15NO 1000486-84-7 59
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 58

Abundance Scan 671 (7.233 min): BG055589.D\data.ms (-663) (-) m/z 91.00 100.00%

91.0
5000
120.1
390 990 | 7.00 7.20 7.40 7.60
] m/z 120.10  22.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10702: Benzene, propyl-
91.0
5000
7.00 7.20 7.40 7.60
120.0 m/z 65.80 12.93%
39.0 6!:_‘).0 ‘
O\\\\‘\‘\\\"‘\\“\\“\\\\“’\\‘1\‘\‘\\\"\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #44836: Benzyl(2-chloroethyl)amine
91.0
T ARRmEEERE LS
120.0 7.00 7.20 7.40 7.60
5000 : m/z 92.00 11.02%
65.0
oL1s0 430 | | 1400 1680
A T B e R
m/z--> 20 40 60 80 100 120 140 160 A\ j\
Abundance #10662: Benzene, (ethenyloxy)- R RRERREREEER AT
91.0 120.0 7.00 7.20 7.40 7.60
m/z 39.00 6.70%
5000
39.0 66.0
ol ‘1‘5‘[?““ A : _m‘,“ S [NV ATAWAY
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28

Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.345 308.67 ng 4148990 1,4-Dichlorobenzene-d4 8.267
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 690 (7.345 min): BG055589.D\data.ms (-681) (-) m/z 105.00 100.00%
105.0
5000
 aEEsaREEESSLE
39.0 77"0 ‘ 7.00 7.20 7.40 7.60
Ol bbb b A 2971 7 120,08 32.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L B I B I
7.00 7.20 7.40 7.60
m/z 91.00 14.78%
39.0 77.0
0 \\\‘\H\“\\“V\”“\‘H\““H‘M“M\‘\‘[‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T e
7.00 7.20 7.40 7.60
5000 m/z 77.00 14.75%
77.0
39.0
o280 e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- N EARsaRmEESELE
105.0 7.00 7.20 7.40 7.60
m/z 79.00 11.14%
5000
77.0
ol1s0 390 T
L A e A m P
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BG110922.M Mon Nov 14 16:02:43 2022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BGO55589.D

: 12 Nov 2022 14:28
: CG/JU

: N5414-01

: 5 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

7 Benzene, 1,2,3-trimethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.480 193.32 ng 2598520 1,4-Dichlorobenzene-d4 8.267
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 713 (7.480 min): BG055589.D\data.ms (-707) (-) m/z 105.00 100.00%
105.0
5000 120.0 /\/\/\
R RAREETEEE
390 630 77‘0 9L.0 7.20 7.40 7.60 7.80
Orrrerererereehreeiee ool el miz 120,00 44.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.20 7.40 7.60 7.80
m/z 77.00 13.99%
7.
90 | es0 )0
O\\’\\H’\H\’H\\"HH"\‘\H‘\‘\‘H‘H\}‘HH‘\H\‘\MH‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene
105.0
120.0 7.20 7.40 7.60 7.80
5000 m/z 119.00 12.49%
39.0 3. 77.0 91.0
S L R NS PRk Y R S BT (R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl- A RAmEE A
105.0 7.20 7.40 7.60 7.80
m/z 91.e0 11.81%
5000 120.0
28.0 77.0 91.0
51.0 :
N P Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80

8270-BG110922.M Mon Nov 14 16:02:44 2022
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BGO55589.D

: 12 Nov 2022 14:28
: CG/JU

: N5414-01

: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

7.650 189.58 ng

Hit# of 5

8 Benzene, 1l-ethyl-4-methyl-

Concentration Rank 7

EstConc Area Relative to ISTD R.T.
""""""""""""""" 2548200  1,4-Dichlorobenzene-d4  8.267
Tentative ID MW MolForm CASH# Qual
""""""""""""""""""""""" 120 CoHI2  00@611-14-3 94

1 Benzene, 1l-ethyl-2-methyl-

2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 742 (7.650 min): BG055589.D\data.ms (-731) (-) m/z 105.00 100.00%
105.0
5000
120.0
 mEEmE s
390  g30 |0 91‘-0 7.40 7.60 7.80 8.00
0‘w‘H‘_‘HM‘HfHHUw‘HNﬁW‘HMMHuu‘uﬁhk‘wmwu‘w‘ m/z 120.00 31.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.40 7.60 7.80 8.00
m/z 77.00 14.48%
77.0 91.0
O 150 L 390 | 637\0 \‘ ‘\ L ‘ i
H‘\\H‘HH‘HH’HH‘\H\’HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 13.61%
120.0
79.0
N MM | RSt i ] NS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 7.40 7.60 7.80 8.00
m/z 79.00 12.11%
120.0
5000
39.0 63.0 77.0 91.0
Ol 20 ettt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00

8270-BG110922.M Mon Nov 14 16:02:46 2022

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.920 670.60 ng 9013990 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 788 (7.920 min): BG055589.D\data.ms (-773) (-) m/z 105.00 100.00%
105.0
5000 120.1 J\ j\ A
770 \\‘\\\\‘\\\\’\\\\‘\\\\’
51.0 91"0 | 7.60 7.80 8.00 8.20
Ol B9 il ol Ll mz 120010 46.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0

7.60 7.80 8.00 8.20
m/z 77.00 17.20%

77.0
51.0 91.0
\\\‘\H\‘\2\\7\.‘0\H\“\H\i‘}‘\\M\‘\‘\\‘\H‘H‘\\\\“\H\‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0

7.60 7.80 8.00 8.20

o

120.0
5000 ITI z 91.00 14.61%
15.0 ‘ 63.0 ‘ 91.0
o""‘uh""“1"H"M"‘;‘:M‘:‘M‘_"H""“w_‘:”_uww
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20

m/z 119.10  14.21%

5000 120.0
39.0 650 77.0 910
0 25‘0 i \‘H \H m ‘ M u‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20

—

8270-BG110922.M Mon Nov 14 16:02:47 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 1,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.385 192.26 ng 2584340 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 867 (8.385 min): BG055589.D\data.ms (-859) (-) m/z 105.00 100.00%
105.0
5000
e BRI T
51.0 77‘-0 8.00 8.20 8.40 8.60 8.80
Obrer et L MA343 2069 s 100,00 39.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 RSB RERES EEREN
8.00 8.20 8.40 8.60 8.80
m/z 77.00 13.48%
51.0 7.0
O \\\‘2\7\.9\“ T \““\H“\‘\\\‘H‘ T \‘\ T ‘H\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
Rmaa e EARTI o
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.00 11.09%
39.0 77.0
0 ‘1‘5"?“1 ‘ “‘H \“1‘\“‘\‘\\\“‘ e ‘UHM“‘H R RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 118.95 10.17%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.649 138.47 ng 1861210 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64

Abundance Scan 912 (8.649 min): BG055589.D\data.ms (-905) (-) m/z 116.95 100.00%

117.0
5000
910 L L L L AR LA R N B
39.0 63.0 ‘ Lm 8.40 8.60 8.80 9.00
Ol bl e 2068 /7 118,00 53.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11v.0
5000 L B L LI LN B
8.40 8.60 8.80 9.00
39.0 91.0 m/z 114.95 34.81%
' 3.0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
8.40 8.60 8.80 9.00
m/z 90.95 17.55%
5000 910 /
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.40 8.60 8.80 9.00

m/z 63.00 9.39%

5000 91.0

39.0
65.0
0 ‘ \‘\“\‘ H Ll ‘ L&N /\/\/\\

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.761 37.95 ng 510065 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 90
Abundance Scan 931 (8.761 min): BG055589.D\data.ms (-924) (-) m/z 105.00 100.00%
105.0
5000 134.0 j\
0 e M A
51.0 ‘ 8.40 8.60 8.80 9.00
0ot e 2070 s 119,00 98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000
8.40 8.60 8.80 9.00
91.0 m/z 134.00  49.90%
27.0 51.0 ‘
0 \\\‘\‘\‘\\“‘\\“U\‘U\\\H‘\\\\“H\\‘\"‘\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
A
8.40 8.60 8.80 9.00
5000 m/z 91.00 31.86%
91.0
65.0
SELL TNl T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.00 18.19%
5000
91.0
e IR |
B B B R AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 1-methyl-3-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.819 30.17 ng 405556  1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
3 2-Indanol 134 C9H100 004254-29-9 87
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
Abundance Scan 941 (8.819 min): BG055589.D\data.ms (-936) (-) m/z 105.00 100.00%
105.0
5000
134.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
390 1O | 8.40 8.60 8.80 9.00 9.20
Ob et b L2070 13465 24.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 ‘\\\\‘\\\\‘\\\\‘\/\\\\’\\
8.40 8.60 8.80 9.00 9.20
77.0 134.0 m/z 106.00  13.65%
39.0
0 ?‘\5\-?\‘1‘\ \“‘\ \“V\“‘i‘u\m‘ T \‘h\“‘\‘HW’\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
A
8.40 8.60 8.80 9.00 9.20
5000 m/z 77.00 12.57%
134.0
39.0 77.0
o P S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17523: 2-Indano
105.0 8.40 8.60 8.80 9.00 9.20
m/z 115.00  11.29%
5000 134.0
77.0
b 2R et b e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BG110922.M Mon Nov 14 16:02:54 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, 1,4-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.908 74.10 ng 996069 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 956 (8.908 min): BG055589.D\data.ms (-949) (-) m/z 119.00 100.00%
119.0
5000
91.0
39.0 65.0 ‘ 8.60 8.80 9.00 9.20
Ol e 2070 s 165 08 59.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 L L B B R
91.0 8.60 8.80 9.00 9.20
m/z 134.05 42.26%
41.0 65.0 ‘
O\\\\‘\‘\\\‘\\\\‘\\\\“‘\\w\‘H‘\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
e EAAmasaFEbE
8.60 8.80 9.00 9.20
5000 m/z 91.00 30.62%
91.0
150 390 65.0 |
Y MR S R PR S R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 77.00 15.10%
5000
150 390 450
o‘H‘w“‘H“Mu‘mHHMHH_‘HMWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.225 39.42 ng 529867 1,4-Dichlorobenzene-d4 8.267
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 p-Cymene 134 C1eH14 000099-87-6 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 1010 (9.225 min): BG055589.D\data.ms (-1004) (-) m/z 119.00 100.00%
119.0
5000
134.1
91.0
5.0 -, ‘ | 9.00 9.20 9.40 9.60
0 ‘wWWHH“mHihuHm_‘19_M;m_‘u‘_‘M‘e}wmw m/z 134.05  30.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
9.00 9.20 9.40 9.60
9L.0 134.0 m/z 91.00  20.44%
39.0 65.0 ‘
0 H‘1\!\5\.\0‘\\\‘\‘H\\“‘H\\NU\H‘i“\‘\\‘HiU‘\H\“1‘\\\HH‘M‘\\M\luu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 105.00 14.75%
91.0 134.0
39.0 65.0 ‘
0 ‘“1”5(‘0‘”m‘H‘““H‘q‘mH‘“\“"‘H‘l“‘Hw‘1H"1‘1‘1‘W‘m‘m_m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene H“‘H“/XN“‘H‘,“
119.0 9.00 9.20 9.40 9.60
m/z 77.00 11.25%
5000
91.0 134.0
41.0 65.0
0 \\‘H\\‘?ﬁ‘.\o‘u\\“‘H\\“HH‘\‘\‘\\‘\HM“\H\H‘H\‘\W\\‘H‘\‘{luu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.278 36.74 ng 493841 1,4-Dichlorobenzene-d4 8.267

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
Abundance Scan 1019 (9.278 min): BG055589.D\data.ms (-1015) (-) m/z 119.00 100.00%
119.0
5000
134.1
91.0
410 59.0 ‘ ‘ 9.00 9.20 9.40 9.60
Obrprrrrreerredire ekt PR i bbb bbb e m/z 134,05 27.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
134.0 9.00 9.20 9.40 9.60 .
91.0 m/z 91.00 16.75%
41‘.0 65.0 I
0 \\‘HH‘H\‘\‘\H\“\H\“\H‘i‘\‘\‘H‘\\\‘i“HH‘i‘\H‘\WH‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.00 10.08%
91.0 134.0
4‘1‘.0 65.0 U
L A R RN EY ENAS S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e N
119.0 9.00 9.20 9.40 9.60
m/z 77.00 8.92%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.383 83.02 ng 1115900 1,4-Dichlorobenzene-d4 8.267
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 90

Abundance Scan 1037 (9.383 min): BG055589.D\data.ms (-1029) (-) m/z 119.00 100.00%

119.0
5000
91.0

9.00 9.20 9.40 9.60 9.80

510 \\ 206.9
O bbbt bl WL 2069y 134 05 30.93%
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0

i A

5000 e e
9.00 9.20 9.40 9.60 9.80

91.0 m/z 91.00 20.87%
|

65.0 ‘
O\]_\5\(‘)\\\3\9‘“?\‘\\“\‘\\\“\\\\‘H‘\\U‘\f\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0

9.00 9.20 9.40 9.60 9.80

5000 ITI/Z 116.95 18.30%
91.0
41.0 65.0
oA VS M TP
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #16997: 0-Cymene man w/\‘/‘\‘ e R ARRCRA RS
119.0 9.00 9.20 9.40 9.60 9.80

m/z 77.00 10.82%

5000
91.0
41.0 65.0 ‘ ‘
0 1 H Lo ‘ I \H

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.906 27.84 ng 575460 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 1126 (9.906 min): BG055589.D\data.ms (-1120) (-) m/z 119.00 100.00%
119.0
5000 /\ J\j\
91.0 LAt iobd
39.0 65.0 :
Ot “Hmm‘:‘lm‘u_WW_H?‘Q‘?:Q m/z 134.05  40.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 j '
10.00
91.0 m/z 91.00 17.91%
39.0 650
O \]-\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—
10 00
5000 m/z 120.0 10.37%
91.0
150 390 880,
L e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 10 00
m/z 132.9 9.30%
5000
91.0
s i
o280 Ty b A L
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.965 35.42 ng 732094  Naphthalene-d8 11.099

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 1136 (9.965 min): BG055589.D\data.ms (-1131) (-) m/z 119.00 100.00%
119.0
5000 134.1 J\ J\j\
91.0 ]
39.0 650 10.00
Obreprerrprresrreber s rereeoer bbbl - m/z 134,05 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 j\
1000
91.0 m/z 91.00 18.36%
65.0
0 \\‘]_\\5\9\H‘\‘H\\“‘\\H“\‘\\\’\‘\‘H‘\H‘\‘\\H“HH‘\‘\‘\\‘H‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—A
10.00
5000 134.0 m/z 120.00  10.31%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ,A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- ] A
119.0 10.00
m/z 117.00 9.21%
134.0
5000
41.0 91.0
0‘WH‘WH&_‘HﬂHqNHﬁ%?‘HWMHWLHWNM‘HMMH‘JMW‘H ‘JV\ : ‘J
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55589.D

Acqg On : 12 Nov 2022 14:28

Operator : CG/JU

Sample : N5414-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 1-Phenyl-1-butene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.488 49.51 ng 1023370  Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 70
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70

Abundance Scan 1225 (10.488 min): BG055589.D\data.ms (-1217) (- | m/z 117.00 100.00%
117.0
5000
91.0 1341 L
51.0 ‘ ‘ 10.50
0 ““““MM‘MM*JU?ﬂﬁ“M;‘pHM‘!Hu$uu““ : m/z 119.00  48.52%
miz-> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 L \/W\ T \/\\—‘/\\
910 10.50
L m/z 132.00  35.41%
w0 0 g | | o
O\\\‘\‘\‘\\“\\‘1”\“}\\”1‘\\w\‘H“‘\\\‘\‘U‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
d A
10.50
5000 m/z 114.95 33.60%
91.0
39.0
63.0
90| Lol i
0 "M"u“w“Uqu“”N“Jl‘ﬁw“ﬂu‘ﬂﬂu““‘
m/iz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- - =
117.0 10.50
m/z 91.00 22.36%
5000
91.0
270 OH0 1%30
LA I P I Jh
m/z--> 20 60 80 100 120 140 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55589.D

Acqg On : 12 Nov 2022 14:28
Operator : CG/JU

Sample : N5414-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
Butane, 2-metho... 3.326 58.8 ng 790373 1  8.267 268832 20.0
Benzene, 1,3-di... 5.882 919.6 ng 12361100 1 8.267 268832 20.0
Benzene, propyl- 7.233 95.3 ng 1281310 1 8.267 268832 20.0
Benzene, 1-ethy... 7.345 308.7 ng 4148990 1  8.267 268832 20.0
Benzene, 1,2,3-... 7.480 193.3 ng 2598520 1 8.267 268832 20.0
Benzene, 1l-ethy... 7.650 189.6 ng 2548200 1 8.267 268832 20.0
Mesitylene 7.920 670.6 ng 9013990 1 8.267 268832 20.0
Benzene, 1,2,4-... 8.385 192.3 ng 2584340 1  8.267 268832 20.0
Indane 8.649 138.5 ng 1861210 1 8.267 268832 20.0
Benzene, 1,3-di... 8.761 38.0 ng 510065 1 8.267 268832 20.0
Benzene, 1-meth... 8.819 30.2 ng 405556 1  8.267 268832 20.0
Benzene, 1,4-di... 8.908 74.1 ng 996069 1  8.267 268832 20.0
Benzene, 2-ethy... 9.225 39.4 ng 529867 1 8.267 268832 20.0
o-Cymene 9.278 36.7 ng 493841 1 8.267 1268832 20.0
Benzene, 4-ethy. 9.383 83.0 ng 1115900 1  8.267 268832 20.0
Benzene, 1,2,4,. 9.906 27.8 ng 575460 2 11.099 413413 20.0
Benzene, 1,2,3,... 9.965 35.4 ng 732094 2 11.099 413413 20.0
1-Phenyl-1-butene  10.488 49.5 ng 1023370 2 11.099 413413 20.0
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