LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc :

ALS Vvial : 12 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@52523.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.839 225 230 236 rBv4 13963 25458 1.02% 0.236%
2 5.756 379 386 392 rBV 248638 415340 16.63% 3.850%
3 7.365 653 660 669 rBV 157943 289571 11.60%  2.684%
4 8.217 797 805 816 rBV 107334 186254 7.46% 1.727%
5 8.599 864 870 875 rBV2 17876 29631 1.19% 0.275%
6 8.717 883 890 897 rBV 89916 146456 5.87%  1.358%
7 8.869 909 916 921 rBV2 64502 107020 4.29% 0.992%
8 9.034 935 944 950 rBvV2 23770 48689 1.95% 0.451%
9 9.339 990 996 999 rBV3 53268 92671 3.71% 0.859%
106 9.392 999 1005 1017 rVB2 386545 806873 32.31% 7.480%
11 9.868 1071 1086 1091 rBV 123520 216822 8.68% 2.010%
12 9.927 1091 1096 1109 rVB 25114 48981 1.96% 0.454%
13 10.126 1125 1130 1136 rBV3 15753 25033 1.00% 0.232%
14 10.238 1143 1149 1155 rBV4 16277 31696 1.27% 0.294%
15 10.326 1155 1164 1173 rVB5 14055 33129 1.33% 0.307%
16 10.449 1177 1185 1191 rBV2 31361 56380 2.26% 0.523%
17 10.743 1229 1235 1241 rVB 21016 32490 1.30% 0.301%
18 11.055 1274 1288 1293 rBV2 150466 419331 16.79%  3.887%
19 11.166 1302 1307 1315 rVB 55469 99524 3.99% 0.923%
20 11.266 1315 1324 1329 rBV2 21696 35449 1.42% 0.329%
21 11.965 1437 1443 1453 rVB 49078 80476  3.22% 0.746%
22 12.159 1467 1476 1482 rBV 25160 43139 1.73% 0.400%
23 12.429 1517 1522 1531 rVB3 18660 36665 1.47% 0.340%
24 13.487 1694 1702 1709 rBV 1089154 1629466 65.26% 15.105%
25 14.867 1930 1937 1944 rBV 243181 383410 15.36%  3.554%
26 15.478 2037 2041 2049 rBV3 23503 32656 1.31% 0.303%

27 16.353 2183 2190 2211 rBV 848145 1365937 54.70% 12.663%
28 17.610 2398 2404 2411 rBV 301617 463568 18.57% 4.297%
29 20.207 2840 2846 2855 rBV 1881800 2496957 100.00% 23.147%
30 21.540 3068 3073 3078 rBVv8 15129 38446  1.54% 0.356%

31 21.928 3132 3139 3151 rVB 301536 523294 20.96% 4.851%
32 25.394 3717 3729 3740 rBV2 179512 546442 21.88% 5.066%

Sum of corrected areas: 10787254
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052523.D\data.ms

1500000
1000000

500000 9392

5.756
7.365 11.055

4.839 [L I 8217 8 8f5%0839.330 "o/aumagsse. 74344586 1196959429
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 1100 11.50 12.00 12.50 13.00
Abundance TIC: BG052523.D\data.ms

20.p07

1500000
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1000000
16.353

500000
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L L L B e SARERERRa=s
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Abundance TIC: BG052523.D\data.ms

1500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.839 2.73 ng 25458 1,4-Dichlorobenzene-d4 8.217
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 90
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 86
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 78
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
Abundance Scan 230 (4.839 min): BG052523.D\data.ms (-225) (-) m/z 95.15 100.00%
95.2
5000 67.2
1 110.2
% 57-1 2 ‘ 4.60 4.80 5.00 5.20
Ot L gz 67,15 37.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000
67.0 4.60 4.80 5.00 5.20
110.0 m/z 110.15 18.00%
270 390 550 79.0
O \\‘]\-\5\-(\)‘\\\M“\\\\‘i‘\\\\i‘}‘\‘\\‘\\‘\}‘\\\‘i‘i‘\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene
95.0
S VIATE Bl (i
4.60 4.80 5.00 5.20
27.0 67.0 m/z 55.15  12.82%
5000 41.0 550
110.0
so | L
o A R TS 1 & B SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
670 95.0 4.60 4.80 5.00 5.20
’ m/z 93.15 11.04%
41.0
5000 55.0
21.0 110.0
79.0 :
0 H‘lﬁf(‘)_‘:‘1‘_m}:m;‘:‘w_u“l‘w‘;‘;‘m“M“!wwlw‘ AMA,MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 2 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.599 3.18 ng 29631 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 59

Abundance Scan 870 (8.599 min): BG052523.D\data.ms (-864) (-) m/z 117.15 100.00%

117.2
5000 A
63.1 ‘ 281 8.20 8.40 8.60 8.80 9.00
bt b e M/z 118.15  49.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10181: Indane
11y7.0
5000 ‘{\\\\\‘\\\\‘\\/\\\‘\r\\\\’\\
8.20 8.40 8.60 8.80 9.00
m/z 115.05 36.13%
27.0 ﬁ%o d \
O \H‘\‘\H‘HHH"HH”’HH“‘\\H“HH‘HH‘\H\‘\H\’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10198: Benzene, cyclopropyl-
117.0
REaaE S AR T
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.15 17.57%
0 27.0 650
- HH‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280 \
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene Pt ‘/‘\ e ,/‘\‘
117.0 8.20 8.40 8.60 8.80 9.00
m/z 63.15 8.26%
5000
Wi )
L S — I 'RIMSNSUNMS R ) R A
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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-diethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.717 15.73 ng 146456 1,4-Dichlorobenzene-d4 8.217

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-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 81
Abundance Scan 890 (8.717 min): BG052523.D\data.ms (-883) (-) m/z 105.15 100.00%
105.
5000 134.2
77.2 R
51.1 ‘ ‘ | 8.40 8.60 8.80 9.00

Oberpererprrr bty el e Al Lz 11915 99.29%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 1340 ,\\\‘\\\\‘\\\\‘\\\\’\\\\/\"
8.40 8.60 8.80 9.00
27.0 91.0 m/z 134.15 47.56%
51.0 ‘

O \\‘H\\‘H\‘\“HH"‘\\H}‘UH\’H\\‘?9‘\‘HH’\\H‘\H!\’H‘\‘\l\\\\‘\\‘\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17032: Benzene, 1,2-diethyl-

119.0 j\
R AREEELE S
8.40 8.60 8.80 9.00
5000 134.0 m/z 91.15 30.17%
91.0
65.0
1 T P 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl- e A A
119.0 8.40 8.60 8.80 9.00
m/z 77.15 21.84%
5000 134.0
91.0
41.0 65.0 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 4 Tetracyclo[3.3.1.1(1,8).0(2... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.869 11.49 ng 107020 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[3.3.1.1(1,8).0(2,4)]d... 134 CleH14 1000185-58-7 72
2 Benzene, 1,4-diethyl- 134 C1loH14 000105-05-5 60
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 60
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 58
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 55
Abundance Scan 916 (8.869 min): BG052523.D\data.ms (-909) (-) m/z 91.15 100.00%
91.2
119.2
5000 134.3
301 65.2 /\/\A,j\
L | ‘ “ ‘ | 8.60 8.80 9.00 9.20
Oberpermrprrr et oo bbb L b gz 119.15 70.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17109: Tetracyclo[3.3.1.1(1,8).0(2,4)]decane
91.0
119.01340
5000 H/L‘\‘HH‘HH‘HH/\’"\\\H
39.0 8.60 8.80 9.00 9.20
’ 65.0 m/z 105.15  68.20%
0 [rTTT T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
R R A AR
8.60 8.80 9.00 9.20
5000 134.0 m/z 134.25  47.55%
91.0
41.0 65.0
< it R T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ J\
Abundance #17032: Benzene, 1,2-diethyl- SRS LV A U A N A PR
119.0 8.60 8.80 9.00 9.20
m/z 92.15 42.44%
5000 134.0
91.0
39.0 65.0
ok 280 1 U e e e b AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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, (1-methylpropyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.034 5.23 ng 48689 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 87
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 83
Abundance Scan 944 (9.034 min): BG052523.D\data.ms (-935) (-) m/z 105.15 100.00%
105.2
5000
134.2 R ARREmARREEE
510 77‘-2 8.80 9.00 9.20 9.40
Obrrererrerr ettt et bl b m/z 134,15 22.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17046: Benzene, (1-methylpropyl)-
106.0 /\A
8.80 9.00 9.20 9.40
134.0 m/z 77.15 14.07%
77.0
210 | 510 el
OH‘HH‘HH“\H\“HHiHH‘\‘\‘H‘H\MHH‘HH‘\}H‘HH“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17057: Benzene, 1-methyl-2-propyl-
105.0 A
SV RN I S
8.80 9.00 9.20 9.40
5000 m/z 91.15 10.68%
134.0
270 510 77.0
Ol e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\
Abundance #17052: Benzene, 1-methyl-4-propyl- A‘H“H“Au‘ﬁ“u“‘
105.0 8.80 9.00 9.20 9.40
m/z 79.15 8.97%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 6 Benzene, 1-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.339 9.95 ng 92671 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 95
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 95
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 78
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 60
Abundance Scan 996 (9.339 min): BG052523.D\data.ms (-990) (-) m/z 119.15 100.00%
119.2
5000
91.2 N J
134.2 AN £ KL WD NI
39.1 65.2 ‘ ‘ 9.00 9.20 9.40 9.60
Oeerrrresperhtee b el bl il m/z 127,15 76.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
11y7.0
5000 L L B R B B
91.0 132.0 9.00 9.20 9.40 9.60
m/z 115.15 34.72%
39.0 65.0
0 \\%\5\\0‘\\\‘\‘HH“HHH“\H‘1‘\‘\\‘\“““\\\\“\H\‘M‘H‘HM‘H\‘““HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16118: Benzene, 2-butenyl-
117.0
Aﬁwh‘uq‘u“u‘m‘ﬂu‘
9.00 9.20 9.40 9.60
5000 910 132.0 m/z 91.15  29.80%
39.0 6.0
0 H_WH_WHHl‘:w‘m_:‘:H_m‘_wm_‘llmu‘m_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\
Abundance #16140: Benzene, (2-methyl-1-propenyl)- “‘H““‘H““W““
117.0 9.00 9.20 9.40 9.60
m/z 132.15 26.20%
132.0
5000 91.0
0 "‘H"‘%‘7“0“‘“‘H";‘mw‘:“‘Z?‘l"m‘w"mH_‘me“‘mw T R UM M-
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\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.868 10.34 ng 216822  Naphthalene-d8 11.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 1086 (9.868 min): BG052523.D\data.ms (-1071) (-) m/z 119.15 100.00%
D.2

11
5000 134.2
91.2 — A
39.1 65.2 9.50 10.00
|l N P vl A N M el m/z 134.15  47.50%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 — .
9.50 10.00
91.0 m/z 91.15 19.60%
39.0 650
0 \1\5\-0’ e \“‘\ \“i‘\ “‘\“\ T \““ T \‘i T ‘W\ \m" T \“\ T
miz--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth j\
119.0
o L)l A
9.50 10.00
5000 134.0 ITI/Z 120.15 11.09%
410 91.0
' 65.0
o SR i P PR ) R
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- — /\‘ A‘Aﬂ
119.0 9.50 10.00
m/z 133.15 10.77%
5000 134.0
91.0
39.0 650 /\
A N ol PN IR S SR 0 1 ORI L
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.927 2.34 ng 48981 Naphthalene-d8 11.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 1096 (9.927 min): BG052523.D\data.ms (-1091) (-) m/z 119.15 100.00%
0.2

11
5000 134.1
A

91.2
410 652 | ‘ 10.00
0 H‘wHwHH‘,‘HHm,m‘mmmH‘,‘uH_um,uh“lw_Uw m/z 134.10  47.01%
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 D
10.00
910 m/z 91.15 19.50%
39.0
0 H%ﬁﬂw“\HJﬂHW“Hﬁﬁﬂ‘JWHHLHW”WwﬁmLHWJ“WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
\ ya ‘/\/\ /\/f\‘
134.0 10.00
5000 ITI/Z 77 .15 14.72%

Abundance #17064: Benzene, 1,2,3,4-tetramethyl- e
119.0 10.00

m/z 120.05 11.24%

91.0
0‘w‘HWHM‘HH“H‘HHWMWWHMV‘H“HWHMWHMlHHJNW‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 \ /\
hwy 1 ‘MA NA

134.0
5000

41.0 910
15.0 0 650 al A AL,

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Benzene, (1-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.450 2.69 ng 56380 Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 60
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 55
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 55
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 55
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 55
Abundance Scan 1185 (10.449 min): BG052523.D\data.ms (-1177) (- m/z 117.15 100.00%
11p.2
5000
91.2 134.2
AL T ol w
51.0 7500 ‘ 10.50
Y SR PR mh‘"‘u el HJ AL m/z 119.15  97.49%
m/z--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 L \A\A\ i
10.50
9L.0 m/z 132.15  36.14%
51.0 ‘ 133.0
Ot ‘2\7‘\'9 T “ T \“1“\ ‘\1“7‘5’49‘ T [‘W\ \‘rH‘ \‘U‘\‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0 /\
AN
10.50
5000 m/z 134.15 33.54%
91.0
o 0 g || o
0Ll b Wl
miz--> 20 40 60 80 100 120 140 A
Abundance #16114: Benzene, 2-butenyl- \ i - e M
117.0 10.50
m/z 115.15 33.27%
5000 91.0
39.0 650 [\/W\ J\
133.0
0‘¥§q‘H‘up‘ww ML‘WM‘Jl‘MM“M‘Nﬁ““‘ NM‘ - m ‘MA‘ n
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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-dimethyl-1-pr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.166 4.75 ng 99524  Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91

Abundance Scan 1307 (11.166 min): BG052523.D\data.ms (-1302) (-  m/z 131.10 100.00%
1

131.
5000
911 11.00 1150
SR A I 207.2 ' 009
bbbt Al S90S m/z 146.15 28.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- M\
131.0
5000 91.0 i i
11.00 11.50
m/z 115.15 16.67%
39‘\‘0 \M eﬁho \‘h Ll \H H‘ LM M
% 40 80 80 100 120 140 160 180 200
m/z-->
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
F\/l/\‘ 0 — ‘A/\‘MA‘/‘( ‘/L\M‘f’\
11.00 11.50
5000 m/z 129.15 13.49%
39.0 g4 910
0\‘\‘H\“wH‘;M“U\m“\\‘H“NHH‘HM\,;‘HH,HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ‘Am - JMAAJ‘M‘N
131.0 11.00 11.50
m/z 132.15 12.20%
5000
390 91.0
0 630 ‘
ook H‘;M““Um“_m“Mmh“ﬂw‘,w“‘H,HH‘mwm IS S STR—'
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.965 3.84 ng 80476  Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 91
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
Abundance Scan 1443 (11.965 min): BG052523.D\data.ms (-1437) (- m/z 131.15 100.00%
131.2
5000 JL\ /\
146.2
012 115.2 A/\‘
1. 12.00
T b :
0 el m/z 146.15 31.77%
m/z--> 20 40 60 80 100 120 140
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 146.0 /\”J\NM - ‘}\Am
12.00
m/z 115.15 20.56%
0 880 O O
[OF; T i \“‘\ \‘\‘\ ‘H\‘\M \“ T T “\‘\ T 1“’ \‘\‘\ | \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- ﬂwﬂv
131.0
YA Y /A\W\J\
12.00
5000 m/z 145.15 13.47%
91.0
146.0
390 65.0 116.0 ‘
0‘,‘M“MM‘”ﬂ‘ﬂﬂ“$W‘H1“WM‘H“,HWE“JM“
miz--> 20 40 60 80 100 120 140
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl- : - i
131.0 12.00

m/z 129.15  13.22%

5000
91.0
146.0
115.0
T “ b a) M/\Mﬂ
0 S| —r | Al | AT 1]

m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 12 Benzene, (1-methyl-1-butenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.159 2.06 ng 43139  Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 81

Abundance Scan 1476 (12.159 min): BG052523.D\data.ms (-1467) (- m/z 131.15 100.00%
131.2
5000 146.2 ]\/\ jL
511 71.0 ‘ “ H | | 12.00 12.50
0 et b e Ml m/z 146.15 41.12%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 146.0 J\“‘M U i I\M'

12.00 12.50
m/z 115.15 24.70%

39.0 65.0 91.0 115.0
0‘M”w””w”w””wﬂ”W“w””m”w””whw”ww”w”“w‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25012: Benzene, (1-methyl-1-butenyl)- Nﬂv /k
131.0
‘M‘ L ‘/\(VN\J\AMI
12.00 12.50
5000 91.0 146.0 m/z 128.15  19.79%
115.0
39.0
0 "m“,uu““m}‘l‘u ‘HNWWM‘,HMMM }‘;\HW“} H‘\!"!H“H“\“m
miz--> 20 30 40 50 60 70 80 90 100110120130140150 M )\M
Abundance #25013: Benzene, (2-methyl-1-butenyl)- i ‘m‘ ‘ ‘nﬂ ‘ L
131.0 12.00 12.50
m/z 129.05 17.05%
146.0
5000 910
115.0
4
0‘M”w‘”w””M“w‘“w”MMHW‘HWW”MHWH“MHHM“M”‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30122\
Data File : BG@52523.D

Acqg On : 1 Mar 2022 17:40
Operator : CG/JU

Sample : N1688-07

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
Cyclopentene, 1... 4.839 2.7 ng 25458 1 8.217 186254 20.0
Indane 8.599 3.2 ng 29631 1 8.217 186254 20.0
Benzene, 1,3-di... 8.717 15.7 ng 146456 1 8.217 186254 20.0
Tetracyclo[3.3.... 8.869 11.5 ng 107020 1 8.217 186254 20.0
Benzene, (1-met... 9.034 5.2 ng 48689 1 8.217 186254 20.0
Benzene, 1-meth... 9.339 9.9 ng 92671 1 8.217 186254 20.0
Benzene, 1,2,4,... 9.868 10.3 ng 216822 2 11.055 419331 20.0
Benzene, 1,2,3,... 9.927 2.3 ng 48981 2 11.055 419331 20.0
Benzene, (1-met... 10.450 2.7 ng 56380 2 11.055 419331 20.0
Benzene, (1,2-d... 11.166 4.8 ng 99524 2 11.055 419331 20.0
1H-Indene, 2,3-... 11.965 3.8 ng 80476 2 11.055 419331 20.0
Benzene, (1-met... 12.159 2.1 ng 43139 2 11.055 419331 20.0
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