LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6114.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.823 117 125 130 rVB4 50277 100596 1.93% 0.188%
2 3.952 142 147 156 rVB3 43258 77571 1.49% 0.145%
3 4.046 156 163 166 rBV 43681 69434 1.33% 0.130%
4 4.081 166 169 174 rVB 60806 86798 1.67% 0.162%
5 4.358 212 216 219 rBV3 34526 52303 1.00% 0.098%
6 4.387 219 221 226 rVB 48577 59935 1.15% 0.112%
7 4.552 245 249 253 rBV 44395 57493 1.10% 0.107%
8 4.817 284 294 297 rBV3 27617 65887 1.26% ©.123%
9 4.999 319 325 333 rVB 1365225 1849848 35.50% 3.456%
10 5.469 394 405 408 rBvV2 168359 299137 5.74%  0.559%
11 5.517 408 413 416 rBV 2989016 5210638 100.00% 9.736%
12 5.887 469 476 487 rBV 896427 1352733 25.96% 2.527%
13 6.152 514 521 533 rVB5 36174 113022 2.17% 0.211%
14 6.634 598 603 608 rBv2 50925 82524 1.58% 0.154%
15 6.769 618 626 634 rBV5 26640 71998 1.38% 0.135%
16 6.875 639 644 648 rVW3 43865 65672 1.26% ©.123%
17 6.969 655 660 666 rVW 794571 1197301 22.98% 2.237%
18 7.028 666 670 676 rVW 430748 668190 12.82%  1.248%
19 7.105 676 683 689 rvv 903948 1503767 28.86% 2.810%
20 7.152 689 691 696 rvVB 42174 54077 1.04% 0.101%
21 7.275 705 712 720 rVB 1040207 1560383 29.95% 2.915%
22 7.534 749 756 767 rBV 2290899 3438527 65.99% 6.425%
23 7.887 808 816 822 rBV 326831 572743 10.99% 1.070%
24 8.005 830 836 843 rVB 1562383 2432472 46.68% 4.545%
25 8.187 863 867 872 rVWW2 56943 104780 2.01% 0.196%
26 8.263 873 880 893 rVB 1583286 2559367 49.12% 4.782%
27 8.381 893 900 904 rBV 317821 502094 9.64% 0.938%
28 8.428 904 908 913 rVB3 145175 237266  4.55% 0.443%
29 8.528 919 925 930 rBV 325380 544474 10.45% 1.017%
30 8.575 930 933 940 rVB2 85967 136243 2.61% 0.255%
31 8.693 948 953 961 rVB 179859 281398 5.40% 0.526%
32 8.840 972 978 983 rBV 228144 351336 6.74% 0.656%
33 8.893 983 987 995 rVWW2 224725 355424 6.82% 0.664%
34 8.993 995 1004 1010 rVV 868354 1485050 28.50% 2.775%
35 9.069 1010 1017 1032 rVB3 902970 1919573 36.84% 3.587%
36 9.240 1040 1046 1054 rVB5 42185 97020 1.86% ©0.181%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.328 1054 1061 1068 rBV2 166845 302151 5.80% 0.565%
38 9.516 1088 1093 1099 rVV 522172 807102 15.49% 1.508%
39 9.581 1099 1104 1112 rVB 422954 664864 12.76% 1.242%
40 9.687 1112 1122 1128 rVB6 45961 125908 2.42% 0.235%
41  9.769 1128 1136 1142 rBv4 107733 280523 5.38% 0.524%
42 9.822 1142 1145 1150 rVB2 36946 55149 1.06% 0.103%
43  9.887 1150 1156 1158 rBV3 108465 186631 3.58% 0.349%
44  9.940 1158 1165 1177 rVB2 524865 1090158 20.92% 2.037%
45 10.087 1177 1190 1199 rBV2 1086439 2087961 40.07% 3.901%
46 10.163 1199 1203 1205 rBV2 44651 61886 1.19% 0.116%
47 10.275 1218 1222 1226 rVB3 45426 73178 1.40% 0.137%
48 10.322 1226 1230 1237 rVB 95123 138101 2.65% 0.258%
49 10.393 1237 1242 1252 rVB 74495 129665 2.49% 0.242%
50 10.481 1252 1257 1263 rBV2 118182 208843 4.01% 0.390%
51 10.693 1281 1293 1296 rBV2 397394 979854 18.80% 1.831%
52 10.746 1296 1302 1308 rVV 1296172 2286574 43.88% 4.272%
53 10.805 1308 1312 1317 rVW 127201 185342 3.56%  0.346%
54 10.857 1317 1321 1326 rVV2 60810 103096 1.98% 0.193%
55 10.905 1326 1329 1337 rVB 62716 94179 1.81% 0.176%
56 11.063 1348 1356 1360 rBV5 30374 66627 1.28% 0.124%
57 11.157 1367 1372 1380 rVB3 84597 158977 3.05% 0.297%
58 11.316 1392 1399 1410 rVvVv3 284719 720451 13.83% 1.346%
59 11.410 1410 1415 1420 rVB6 33499 63354 1.22% 0.118%
60 11.557 1430 1440 1443 rBV8 20806 56054 1.08% 0.105%
61 11.610 1443 1449 1456 rVB 123335 213759 4.10% 0.399%
62 11.687 1456 1462 1468 rBVS5 35945 103954 2.00% 0.194%
63 11.799 1475 1481 1491 rBV4 94165 186216 3.57% 0.348%
64 11.887 1491 1496 1497 rVV2 39092 56358 1.08% 0.105%
65 11.916 1497 1501 1510 rVV5 56213 131304 2.52% 0.245%
66 12.016 1514 1518 1523 rVB 37339 59931 1.15% 0.112%
67 12.087 1523 1530 1537 rBV3 254475 477267 9.16% ©.892%
68 12.246 1552 1557 1564 rVB3 45448 76898 1.48% 0.144%
69 12.351 1564 1575 1583 rVV 335247 599425 11.50% 1.120%
70 12.422 1583 1587 1592 rVv4 53786 98800 1.90% ©.185%
71 12.569 1600 1612 1619 rVV2 372938 726976 13.95%  1.358%
72 12.651 1622 1626 1634 rVVé6 38609 82000 1.57% 0.153%
73 12.740 1634 1641 1656 rVB6 23023 83256 1.60% 0.156%
74 12.946 1669 1676 1681 rVV5 28111 73991 1.42% 0.138%
75 12.993 1681 1684 1691 rVV 57310 100486 1.93% 0.188%

76 13.151 1703 1711 1722 rBV 1628556 2458916 47.19%  4.594%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.675 1794 1800 1803 rBV3 31604 61254 1.18% 0.114%
78 13.710 1803 1806 1811 rVB2 38592 57427 1.10% 0.107%
79 13.846 1823 1829 1834 rBV4 28488 61398 1.18% 0.115%
80 14.522 1937 1944 1950 rBV 564799 845836 16.23% 1.580%
81 16.016 2193 2198 2215 rVB 544576 812581 15.59% 1.518%
82 17.275 2406 2412 2417 rBV 582730 846736 16.25% 1.582%
83 17.692 2477 2483 2488 rBV 31474 54209 1.04% 0.101%
84 19.822 2840 2845 2855 rBV 2357823 2889883 55.46% 5.399%
85 21.351 3101 3105 3110 rBV 629714 815522 15.65% 1.524%

86 23.751 3508 3513 3524 rVB2 490954 1003293 19.25% 1.875%

Sum of corrected areas: 53521378
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Jun 2021 18:48
: CG/JU
: M2875-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
BP006114.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP006114.D\data.ms
5.517

7.534

8.008.263

4.999

. A/ h AY Eeiviva
L B B I B L L B B B B A L B A L O

0
Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

‘ \
350 4.00 450 5.00 5.50 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP006114.D\data.ms

19.822

13.151

14.522 16.016 17.275

0
Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

Time-->

PAVIT a8
I e e e e R e e e S T e e e e e LA e B e e e e L T L S B AL AL LA e e
l l l l l l l l l l l l l l l

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006114.D\data.ms

21.351 23.751

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.999 64.60 ng 1849850 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 325 (4.999 min): BP006114.D\data.ms (-319) (-) m/z 43.00 100.00%
43.0
5000
101.1

R

J 4.60 4.80 5.00 5.20 5.40
obdd . f 16092209281034074042 47405356 1/, so.10  70.33%

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

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000

4.60 4.80 5.00 5.20 5.40

m/z 101.10  32.14%
‘ 101.0

O‘ "1\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

43.0
R ARAREEEE
4.60 4.80 5.00 5.20 5.40
m/z 58.00 16.97%
5000 101.0
o_u‘“!,l I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.08%
5000
Ol e e e e e A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.969 41.81 ng 1197300 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 660 (6.969 min): BP006114.D\data.ms (-655) (-)
105.1

m/z 105.05 100.00%

=

5000
30.1 6.60 6.80 7.00 7.20
O et J‘ a0, 28103430 4294 5090 . m/z 120.65  30.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.00 12.79%
39.0
O‘\\LL“L‘\“\J‘H“\‘\‘\\‘\H\’\\H‘\\H‘\\H‘H\\‘\H\‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
R AR
6.60 6.80 7.00 7.20
5000 ITI/Z 77 .00 12.30%
3201
I B T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9402: Mesitylene RN
105.0 6.60 6.80 7.00 7.20
m/z 79.05 9.87%
5000
39.0H
P RO B st /L1 B 1 W

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.028 23.33 ng 668190 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 670 (7.028 min): BP006114.D\data.ms (-666) (-) m/z 105.10 100.00%
105.1
5000
39.0 | 6.80 7.00 7.20 7.40

oboripl L1 161422002810 355.1 42894857545 1/, 179.10  29.30%

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

Abundance #9425: Benzene, 1-ethyl-2-methyl-

105.0
5000
6.80 7.00 7.20 7.40
m/z 77.00 11.76%
39.0
O\\LL‘iL'\”\h\"TJN“H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9402: Mesitylene
105.0
R RAREEENLE
6.80 7.00 7.20 7.40
5000 m/z 91.05 11.62%
39.0 ‘
Y e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9426: Benzene, 1-ethyl-3-methyl- R R RARRE T
105.0 6.80 7.00 7.20 7.40
m/z 79.00 10.07%
5000
39.0
Y R Raars SYAST M
m/z--> 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.275 54.49 ng 1560380 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 712 (7.275 min): BP006114.D\data.ms (-705) (-) m/z 105.05 100.00%
105.1

=

5000
39.0 7.00 7.20 7.40 7.60
Ol Al Ly 192.9 2669 341.1399.2 47595356  n/z 120.05  31.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.00 12.72%
390 114
O‘\\‘\g“\“\\\‘\m\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 91.00 12.33%
390 1)
0t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 11.18%
5000
39.0
L T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Data Path :
Data File :
: 30 Jun 2021 18:48
: CG/IU

: M2875-19

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
BP006114.D

: 8 Sample Multiplier: 1

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.534 120.07 ng 3438530 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 CO9H12 000108-67-8 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 756 (7.534 min): BP006114.D\data.ms (-749) (-)

m/z 105.05 100.00%

105.1
5000
39.0 7.20 7.40 7.60 7.80
obroktad L, 206.9264.9 3461404346255206 /7 170,10  42.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
5000
7.20 7.40 7.60 7.80
m/z 77.00 12.07%
39.0H
O‘\\JWk“l‘\ll\‘\\‘J\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
N RN RERRNEEN
7.20 7.40 7.60 7.80
5000 ITI/Z 119.05 11.89%
27.0 ‘
o) T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9399: Mesitylene
105.0 7.20 7.40 7.60 7.80
m/z 91.05 10.74%
5000
|
T O e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.005 84.94 ng 2432470 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 91

4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 836 (8.005 min): BP006114.D\data.ms (-830) (-) m/z 105.10 100.00%

105.1
5000

7.60 7.80 8.00 8.20 8.40

39.0
obotiudL Ll 1998 266832563837 4800547« 1) 159,05  39.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 | BN R B B I
7.60 7.80 8.00 8.20 8.40
m/z 77.00 12.16%
39.0
O‘\\‘\L%‘f“\“\\“t“‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
R
7.60 7.80 8.00 8.20 8.40
5000 m/z 91.10 10.70%
28.0
0‘\HH‘4'\'“\“\\\‘1\“‘\\\,\u\‘u\\‘uu‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9399: Mesitylene R e
105.0 7.60 7.80 8.00 8.20 8.40
m/z 119.05 9.57%
5000
o‘Hub{un“‘”\gu‘u‘,‘m‘H‘wHwWWWWWW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.263 89.37 ng 2559370 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 94
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 47

Abundance Scan 880 (8.263 min): BP006114.D\data.ms (-873) (-) m/z 117.10 100.00%

117.1
5000
390 8.00 8.20 8.40 8.60
Obrotphad i), 20882670 341.0401246005199 /7 118,05 54.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
11y.0
5000 L B A B B L
8.00 8.20 8.40 8.60
m/z 115.05 33.18%
39.0\
O‘\\l\J\"”\‘\\h\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene

-

117.0 ]L/\
R
8.00 8.20 8.40 8.60
5000 m/z 91.00 16.45%

39.0
L J H.ﬂ ﬂ i 1

P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-

117.0 8.00 8.20 8.40 8.60

m/z 62.95 7.57%

o

=

5000

L390 | 2s0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,3-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.381 17.53 ng 502094 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94

4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 83

Abundance Scan 900 (8.381 min): BP006114.D\data.ms (-893) (-) m/z 119.10 100.00%

1

i

JANDNA I LU
st0]| 8.00 8.20 8.40 8.60 8.80
kLl L 2001 27683381 4152 5207 p/7 105.10  96.66%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14839: Benzene, 1,3-diethyl-
119.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 134.00 46.28%
ol
O‘\\h\u‘lﬂ\u\\l\‘\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14841: Benzene, 1,4-diethyl-
119.0
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 90.95 28.35%
41.0 i
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14842: Benzene, 1,2-diethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.00 17.03%
5000
39.0 M |
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80

8270E-BP0O60821.M Thu Jul 01 12:03:25 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1-Propyne, 3-phenyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.428 8.29 ng 237266 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 COH8 010147-11-2 94
2 Indene 116 C9H8 000095-13-6 93
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 81
4 3-Methylphenylacetylene 116 C9H8 000766-82-5 81
5 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 74

Abundance Scan 908 (8.428 min): BP0O06114.D\data.ms (-904) (-)

m/z 115.00 100.00%

115.0
5000
R EBARRESEREEEE
39.0 8.20 8.40 8.60 8.80
Ol ki, | 207.9 281.0340.7 4280 5411 1, 116, 00  92.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8410: 1-Propyne, 3-phenyl-
115.0
5000 L B I L I L B
8.20 8.40 8.60 8.80
m/z 105.05 51.50%
51.
O \\\J\;‘\“\l\‘l‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8406: Indene
116.0
8.20 8.40 8.60 8.80
5000 m/z 89.00 13.34%
39.0
0"A;W‘Mnu‘w‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 }\
Abundance #8409: Benzene, 1-propynyl- A ARRRRA RS
115.0 8.20 8.40 8.60 8.80
m/z 63.00 12.81%
5000
39.0
S S S S A WA, PNINRV.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 o-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.528 19.01 ng 544474  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 p-Cymene 134 C1oH14 000099-87-6 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
Abundance Scan 925 (8.528 min): BP006114.D\data.ms (-919) (-) m/z 119.05 100.00%
119.1

=

5000
390 ‘ \ 8.20 8.40 8.60 8.80
ol 90Ul 2218281134514031 48845481 /2 134 6 34.e4%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14811: 0o-Cymene
119.0
5000
8.20 8.40 8.60 8.80
m/z 105.10 25.50%
41.0 ‘ \
O‘\\‘\U‘“\ﬂ\\‘\‘\“n\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14809: p-Cymene
119.0
e B e ata et
8.20 8.40 8.60 8.80
5000 m/z 91.05 22.24%
41.0 ‘
ol b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.00 10.94%
5000
39.0
O“J‘J‘L“‘"“‘\\“J“ L A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270E-BPO60821.M Thu Jul 01 12:03:26 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 1-methyl-4-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.693 9.83 ng 281398 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91

4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 2-Tolyloxirane 134 C9H100 002783-26-8 68

Abundance Scan 953 (8.693 min): BP006114.D\data.ms (-948) (-) m/z 105.05 100.00%

105.1

=

5000
390 8.40 8.60 8.80 9.00
ol ) 1929 2809 369.34301 502.7 ./, 134.05 24.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
m/z 77.05 10.57%
39.0 [
O‘\\‘\%f\“\‘\\l#\h\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14855: Benzene, 1-methyl-2-propyl-
105.0
AR RRARRNRER SR
8.40 8.60 8.80 9.00
5000 ITI/Z 106.10 9.51%
39.0 ||
0 it et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14848: Benzene, (1-methylpropyl)-
105.0 8.40 8.60 8.80 9.00
m/z 79.00 8.75%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

8270E-BPO60821.M Thu Jul 01 12:03:27 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.840 12.27 ng 351336 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
Abundance Scan 978 (8.840 min): BP006114.D\data.ms (-972) (-) m/z 119.05 100.00%
119.1

-

5000
39.0 ‘ \ . 8.60 8.80 9.00 9.20
Oyttt bl 18732528 3421 42924878546 /7 134.00  30.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.00 19.29%
39.0
O ‘\hJ\L\‘L\“\L\“J\U \‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.60 8.80 9.00 9.20
5000 ITI/Z 105.05 14.35%
41.0 ‘ ]
O L T R e e W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14810: o-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 120.05 10.79%
39.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

8270E-BP0O60821.M Thu Jul 01 12:03:28 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.893 12.41 ng 355424  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95

4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 987 (8.893 min): BP006114.D\data.ms (-983) (-) m/z 119.10 100.00%

119.1

5000

-

39.0 { 8.60 8.80 9.00 9.20
_Hku,mJMk il 2101 29483549 430349179491 m/z 134.05  28.86%

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

Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

o

-

5000
8.60 8.80 9.00 9.20
m/z 91.00 18.33%
41.0 { | ‘
O‘\\‘\k‘f‘\“\%\‘“\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14811: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 ITI/Z 66.00 11.35%
41.0 ‘
O‘M‘U{"‘wa“‘“ R R S S RRRRARRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14809: p-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 120.05 10.73%
5000
40 | ‘
0t e e e e e P R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.993 51.86 ng 1485050 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87

Abundance Scan 1004 (8.993 min): BP006114.D\data.ms (-995) (-) m/z 119.05 100.00%
119.1

=

5000
30.0 ’ 8.60 8.80 9.00 9.20 9.40
Obotrthat 2079 2858  377.3  4907548! ., 134,00  29.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 91.05 21.40%
a9l
O‘\\\\‘\\\\“\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14811: o-Cymene
119.0
8.60 8.80 9.00 9.20 9.40
5000 ITI/Z 117.05 20.42%
41.0
L U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- R Eas e R
119.0 8.60 8.80 9.00 9.20 9.40
m/z 115.05 11.34%
5000
9, || Ao
O e e e L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.516 16.47 ng 807102 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1093 (9.516 min): BP006114.D\data.ms (-1088) (-) m/z 119.10 100.00%
119.1

5000

390 9.50

bl ) 220828083417 44565083 /7 134.05  42.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
A

o

119.0

5000 —f ‘
9.50
m/z 91.00 17.61%
39.0
O‘\\J\uih!m\h\f‘“\u1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
9.50
5000 ITI/Z 120.05 10.31%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 9.50

m/z 133.00 9.28%

5000
39.0
O‘HLMWWjW“H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.581 13.57 ng 664864 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 1104 (9.581 min): BP006114.D\data.ms (-1099) (-) m/z 119.10 100.00%
119.1
5000 AL¥
L )
39.0 9.50
Ol pdedpld 2211 3269 395.3456.7521.2  m/z 134.05  41.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 J\T ! \J
9.50
m/z 91.00 16.65%
39.0
O‘\\J\L\%‘!‘\\J‘\Wﬂl\uf‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14811: o-Cymene
119.0
T T
9.50
5000 m/z 120.05 9.74%
41.0 ‘
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 9.50
m/z 133.05 9.09%
5000
39.0 l
TN O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.087 42.62 ng 2087960 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87

Abundance Scan 1190 (10.087 min): BP006114.D\data.ms (-1177) (- m/z 117.10 100.00%
117.1

5000

ANS
510 | |} 2002 284634214019 471.2534.4 10.00
L2092 284.6342.1401.8 471.25344 /7 132,00  34.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
T T

5000 ‘
10.00

m/z 115.00  29.78%

51.0
‘\\‘\l\“l!“\\W‘fyll\Wl\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14034: 1-Phenyl-1-butene
117.0
T \

10.00

o

o

—

5000 m/z 119.05 25.23%
51.0
SR Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 10.00

m/z 131.00  18.45%

5000
51.0
0 1 \L | l‘ | P

‘\\\\‘\\\‘\"‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6114.D

Acqg On : 30 Jun 2021 18:48

Operator : CG/JU

Sample : M2875-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.316 14.71 ng 720451 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 91
2 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H100 001470-94-6 74
3 1-methyl-1-indanol 148 C10H120 064666-42-8 52

4 Pyrazine, 2-methyl-5-(2-propenyl)- 134 C8H1ON2
5 Pyrazine, 2-methyl-5-(1-propenyl... 134 C8H10N2

055138-63-1 46
055138-66-4 43

Abundance Scan 1399 (11.316 min): BP006114.D\data.ms (-1392) (-  m/z 133.00 100.00%

133.0
5000
51,0} \ { 11.00 11.50
okl Jn'MH‘2‘99:9‘2‘@:‘?‘3‘2‘7:1“‘3‘9?‘-9‘““7‘3‘%5”39;‘3‘ m/z 134.00  47.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
1338.0
5000
11.00 11.50
m/z 121.05 29.88%
51.0 ‘ ‘
O\\\i“\‘h\h\lf“”\L\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15320: 1H-Inden-5-ol, 2,3-dihydro-
133.0
= Py
11.00 11.50
5000 m/z 91.00  23.60%
5L0}‘
T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22621: 1-methyl-1-indanol 7 —
133.0 11.00 11.50
m/z 77.00 23.43%
5000
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP0O60821.M Thu Jul 01 12:03:35 2021

Page:

22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0O@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.087 9.74 ng 477267 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 95
2 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60
3 Styrene 104 C8H8 000100-42-5 60
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 53
5 5-Aminoindole 132 C8H8N2 005192-03-0 53

Abundance Scan 1530 (12.087 min): BP006114.D\data.ms (-1523) (- m/z 104.05 100.00%

104.1,
5000
1T I
39'P 12.00
obtbihilid] 19282531 341140274609 543.C /7 137,05  94.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 A - :

12.00
m/z 103.00 54.04%

39.H
il

O‘\\\\’\\\T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4881 Bicyclo[4.2.0]octa-1,3,5-triene
104.0
RN \
12.00
5000 m/z 131.05 49.,49%

yif

-

0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4874: Styrene
104.0 12.00
m/z 78.00 42.28%
5000
39.F ‘
O et e e e e e e Py
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP0O60821.M Thu Jul 01 12:03:36 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063021\
Data File : BP0@6114.D

Acqg On : 30 Jun 2021 18:48
Operator : CG/JU

Sample : M2875-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.999 64.6 ng 1849850 1 7.893 572743 20.0
Benzene, 1l-ethy... 6.969 41.8 ng 1197300 1 7.893 572743 20.0
Mesitylene 7.028 23.3 ng 6681990 1 7.893 572743 20.0
Benzene, 1-ethy... 7.275 54.5 ng 1560380 1 7.893 572743 20.0
Benzene, 1,2,3-... 7.534 120.1 ng 3438530 1 7.893 572743 20.0
Benzene, 1,2,4-... 8.005 84.9 ng 2432470 1 7.893 572743 20.0
Indane 8.263 89.4 ng 2559370 1 7.893 572743 20.0
Benzene, 1,3-di... 8.381 17.5 ng 502094 1 7.893 572743 20.0
1-Propyne, 3-ph... 8.428 8.3 ng 237266 1 7.893 572743 20.0
o-Cymene 8.528 19.0 ng 544474 1 7.893 572743 20.0
Benzene, 1-meth... 8.693 9.8 ng 281398 1 7.893 572743 20.0
Benzene, 2-ethy... 8.840 12.3 ng 351336 1 7.893 572743 20.0
Benzene, 1-meth... 8.893 12.4 ng 355424 1 7.893 572743 20.0
Benzene, 4-ethy... 8.993 51.9 ng 1485050 1 7.893 572743 20.0
Benzene, 1,2,4,... 9.516 16.5 ng 807102 2 10.693 979854 20.0
Benzene, 1,2,3,. 9.581 13.6 ng 664864 2 10.693 979854 20.0
Benzene, 1-ethe... 10.087 42.6 ng 2087960 2 10.693 979854 20.0
1H-Inden-1-0l1, ... 11.316 14.7 ng 720451 2 10.693 979854 20.0
1H-Inden-1-one,... 12.087 9.7 ng 477267 2 10.693 979854 20.0
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