LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

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 M\Methods\8270-BM032923.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39252.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.575 46 49 59 rVB 848368 1187361 1.18% 0.177%
2 3.846 87 95 100 rBvV 770383 1260821 1.25% 0.188%
3 4.069 126 133 136 rBV2 28923261 54745325 54.21% 8.164%
4 4.240 156 162 166 rBV3 599701 1061687 1.05% ©0.158%
5 4.381 178 186 190 rBV2 575510 1035307 1.03% 0.154%
6 4.440 192 196 205 rVB2 1059848 1532824 1.52% 0.229%
7 5.016 288 294 303 rVB2 734151 1257456 1.25% ©.188%
8 5.410 354 361 369 rBV 2339810 3624175 3.59% 0.540%
9 5.493 369 375 378 rVV 3077151 4186500 4.15% 0.624%
106 5.557 378 386 395 rVB2 32373520 100987219 100.00% 15.060%
11 5.928 440 449 454 rBV2 29626610 53044269 52.53% 7.910%
12 6.398 520 529 541 rBv2 987537 2250428 2.23% 0.336%
13 7.004 625 632 637 rBV 20502094 32879524 32.56% 4.903%
14 7.063 637 642 650 rVv2 11247820 18536728 18.36% 2.764%
15 7.140 650 655 665 rVB 13879842 20576851 20.38% 3.069%
16 7.304 675 683 689 rBV 11968708 17991341 17.82% 2.683%
17 7.575 718 729 735 rBV 25776419 45282191 44.84% 6.753%
18 7.922 779 788 791 rBV2 1118688 1802085 1.78% 0.269%
19 7.957 791 794 801 rVB 802171 1087000 1.08% 0.162%
20 8.034 801 807 813 rBV 12359117 19550955 19.36% 2.916%
21 8.092 813 817 824 rVB3 556013 1062193 1.05% 0.158%
22 8.298 844 852 858 rVB 9904480 15985289 15.83% 2.384%
23 8.375 858 865 869 rVV 8190657 13281792 13.15% 1.981%
24 8.410 869 871 875 rVV 2579194 3201305 3.17% 0.477%
25 8.469 875 881 887 rVB2 4185233 6900533 6.83% 1.029%
26 8.557 887 896 902 rBV 7239320 11210059 11.10% 1.672%
27 8.722 911 924 935 rVB3 1793878 5245984 5.19% 0.782%
28 8.875 944 950 954 rVV 3549488 5405158 5.35% 0.806%
29 8.928 954 959 968 rVB 3169805 4783868 4.74% 0.713%
30 9.028 968 976 982 rBV 7240504 11894081 11.78% 1.774%
31 9.104 982 989 1002 rVB2 6449182 14402729 14.26% 2.148%
32 9.357 1024 1032 1038 rVV2 1870285 3438794 3.41% 0.513%
33 9.551 1059 1065 1070 rBV 3825837 5859408 5.80% 0.874%
34 9.610 1070 1075 1082 rVB 4767569 7436996 7.36% 1.109%
35 9.704 1084 1091 1099 rVB 2307521 3856932 3.82% 0.575%

36 9.792 1099 1106 1114 rBV2 5120692 10432705 10.33% 1.556%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

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 M\Methods\8270-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.933 1121 1130 1134 rBV3 2431054 6143787 6.08% 0.916%
38 9.975 1134 1137 1147 rVB 3770289 6032245 5.97% 0.900%
39 10.128 1157 1163 1170 rVV2 6966913 11909603 11.79% 1.776%
40 10.363 1198 1203 1209 rVB2 954302 1581084 1.57% 0.236%
41 10.428 1209 1214 1223 rVB 660655 1075725 1.07% 0.160%

42 10.722 1254 1264 1269 rVV2 2050492 6167950 6.11% 0.920%
43 10.786 1269 1275 1281 rVV 10927784 19397170 19.21% 2.893%
44 10.839 1281 1284 1289 rVV 1043140 1512737 1.50% ©.226%

45 10.898 1289 1294 1299 rVW 922933 1481424  1.47%  0.221%
46 10.986 1305 1309 1318 rVB3 444648 1075625 1.07% 0.160%
47 11.180 1332 1342 1349 rBV2 2040630 4308400 4.27% 0.643%
48 11.351 1365 1371 1375 rBV 2162512 3453064 3.42%  ©.515%
49 11.557 1393 1406 1415 rVB2 679388 1706742 1.69% 0.255%
50 11.645 1415 1421 1425 rBV 872193 1444201 1.43% 0.215%
51 11.716 1425 1433 1444 rVB2 3539437 6906115 6.84% 1.030%
52 11.839 1447 1454 1463 rVB3 683065 1315791 1.30% 0.196%
53 12.116 1495 1501 1509 rVB3 627251 1093652 1.08% ©.163%
54 12.392 1536 1548 1555 rBV 3899311 6888734 6.82% 1.027%
55 12.610 1572 1585 1590 rBV 2980052 5033410 4.98% 0.751%

56 12.692 1590 1599 1606 rVV 1935086 4324276 4.28% 0.645%
57 12.763 1606 1611 1620 rVB3 559205 1315025 1.30% ©.196%
58 13.192 1674 1684 1691 rBV 11417010 16586284 16.42% 2.473%
59 13.357 1700 1712 1731 rBV 1255771 3152880 3.12% 0.470%
60 14.563 1907 1917 1928 rBV 2635470 3882185 3.84% ©.579%

61 16.057 2164 2171 2177 rBV 8873781 12508531 12.39% 1.865%
62 17.309 2378 2384 2390 rBV 3106180 4230680 4.19% 0.631%
63 18.209 2530 2537 2545 rBV 1235137 1949386 1.93% 0.291%
64 19.939 2825 2831 2836 rBV 14478120 18601670 18.42% 2.774%
65 21.492 3090 3095 3106 rBV 3041584 4005660 3.97% ©.597%

66 23.903 3499 3505 3515 rVB2 1566076 3203668 3.17% 0.478%

Sum of corrected areas: 670565577
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Mar 2023 14:21
: CG/IU
. 02084-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
BM@39252.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0
Time-->

TIC: BM039252.D\data.ms

5.557
4.069 ﬁ 5.928

7.575

7.004

7.140
l0gB304

~

10.786

'35%57 9928, 10.128

92
%163 88 52178 11.716
0 > J 6M .72m 9.3579.7 L 18851 %Q% (
3.573.846 {g%ﬁm 5016 ) i o f@s 1% Ffi

N
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350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM039252.D\data.ms

19.939

13.192
16.057

0
Time--> 12

12.
fﬁfﬁf’z 3.357 14.363 17509 18.209
) fzies 17 | I |

.00 1250 13.00 1350 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM039252.D\data.ms

21.492
23.903

Time-->

21.00 2150 22.00 2250 23.00 2350 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_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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.
5.557 1120.78 ng 100987000 1,4-Dichlorobenzene-d4 7.922

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 95
3 o-Xylene 106 C8H10 000095-47-6 94
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10 061142-07-2 72
Abundance Scan 386 (5.557 min): BM039252.D\data.ms (-378) (-) m/z 91.05 100.00%
91.0
5000 ﬂ A
R Ema s e R
51.0 ‘ 5.20 5.40 5.60 5.80
Obrreedhodihol o, 11241 167.0 2051 2669 | y/; 196.05  70.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 L L LI L I B I
5.20 5.40 5.60 5.80
m/z 105.05 32.82%
51.0 | ‘
0 \\\‘\H\‘\\‘h‘\"u\HH‘H‘l\“H\\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5721: p-Xylene
91.0
A mma e R
5.20 5.40 5.60 5.80
5000 m/z 77.05 18.90%
51.0
Olrrrgebrsbedeeetb et reeprere e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene T
91.0 5.20 5.40 5.60 5.80
m/z 92.05 11.51%
5000
51.0 ‘
olm"Hw‘:u,h“H‘”_ul‘“W‘HW‘,"wH_ww,w,”w
m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.004 364.90 ng 32879500 1,4-Dichlorobenzene-d4 7.922
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 95
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 632 (7.004 min): BM039252.D\data.ms (-625) (-) m/z 105.05 100.00%
105.1
5000
R
50, | . 6606:807.007207.40
0L s AL .4138.1168.9 207.0 _  280<  n/; 170,10  34.18%
m/z--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 | L AL B
6.60 6.80 7.00 7.20 7.40
m/z 91.05 13.48%
39.0
O\\‘\‘\ \“7\5‘\\‘ ‘\”\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
R
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.00 12.83%
39
oHH_‘PHwH_ N
m/iz--> 50 100 150 200 250
Abundance #10695: Mesitylene REEEEE
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.05 10.04%
5000
39.0
ob b 40 — ]
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.304 199.67 ng 17991300 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 683 (7.304 min): BM039252.D\data.ms (-675) (-) m/z 105.05 100.00%
105.1
5000
R A amamas e
77.0 7.00 7.20 7.40 7.60
51.0 121.1 e
Ol it L) A8 06 65 32.10%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000

7.00 7.20 7.40 7.60
m/z 76.95 12.60%

77.0

0 \1\5\.0’ T \3\9“.(\) T ‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \]‘-\gﬁlwow LB
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R ERammEaE e
7.00 7.20 7.40 7.60
5000 ITI/Z 91.00 12.52%
79.0
390 630 || | 12‘1.0
o) S Y N o
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.69%
5000
77.0
oL 180, %90 00 "|° | | 1210
a2 B R A L a
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.575 502.55 ng 45282200 1,4-Dichlorobenzene-d4 7.922

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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 729 (7.575 min): BM039252.D\data.ms (-718) (-) m/z 105.05 100.00%
105.1
5000
51.0 77‘ 0 | 7.20 7.40 7.60 7.80
Obrrerrerdporbpt ol Al 4281 1561 182.0207.0  y/7 129,05 51.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0
5000
7.20 7.40 7.60 7.80
m/z 119.05 14.16%
51.0 77.0
O \\\‘2\7\.(\)\"\\“‘\‘\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 77.00 13.96%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10718: Benzene, 1,2,4-trimethyl- T e
105.0 7.20 7.40 7.60 7.80
m/z 91.05 12.47%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.034 216.98 ng 19551000 1,4-Dichlorobenzene-d4 7.922

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 95
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-2-methyl- 120 CSH12 000611-14-3 90

Abundance Scan 807 (8.034 min): BM039252.D\data.ms (-801) (-) m/z 105.05 100.00%

105.1
5000
R RRmaE Y L
510 | 7.80 8.00 8.20 8.40
ot [ 13411650 2069 2669 u/; 120,05  41.81%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 L L L L LI L B

7.80 8.00 8.20 8.40
m/z 77.00 12.66%

51.0
O T T T ‘\ i‘” H\H T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
I AN RN
7.80 8.00 8.20 8.40
5000 m/z 91.00 10.37%
39.0
ol b4 90 Y
m/z--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 8.20 8.40
m/z 119.05 9.84%
5000
28.0
‘ 65.0 | ‘
o O i 1 Y
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.298 177.41 ng 15985300 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 83
3 Deltacyclene 118 C9H1e 007785-10-6 72
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 50

Abundance Scan 852 (8.298 min): BM039252.D\data.ms (-844) (-) m/z 117.05 100.00%

117.1
5000
L BAREEE ST
63.0 ‘ ‘ 8.00 8.20 8.40 8.60
ol bty 2471 1929 2808 n/y 118,18 55.31%
miz-> 50 100 150 200 250
Abundance #10179: Indane
11v.0
5000 UL L B I B B LR
8.00 8.20 8.40 8.60
m/z 115.00  33.09%
Tl |
O T T \ T ‘ \“ T T ‘\ ‘\ T T T T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.00 15.95%
39.0
‘ 78.0
) i O
miz--> 50 100 150 200 250
Abundance #10184: Deltacyclene
117.0 8.00 8.20 8.40 8.60
m/z 63.00 7.39%
5000
39.0
0 “ “\ ‘\H‘ H‘ ‘ “\‘ T T T
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Benzene, 1-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.469 76.58 ng 6900530 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 87
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 87
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 87
4 2-Tolyloxirane 134 C9H100 002783-26-8 74
5 2-Indanol 134 C9H100 004254-29-9 72
Abundance Scan 881 (8.469 min): BM039252.D\data.ms (-875) (-) m/z 105.00 100.00%
105.0

3

5000
134.1
39.0 77.0 8.20 8.40 8.60 8.80
S ros T B ‘M“ Jrh 16501929 y/7 134,05 25.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
5000
8.20 8.40 8.60 8.80
134.0 m/z 106.00  13.69%
39.0 77.0
0 \H‘\‘H\“‘\\‘\\“\‘H\M‘\\‘i\“1‘\\‘\‘H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17048: Benzene, 1-methyl-3-propyl-
10p0 |y
R RAAERARNEE L
8.20 8.40 8.60 8.80
5000 m/z 77.00 11.72%
134.0
77.0
o150
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 8.20 8.40 8.60 8.80
m/z 115.00 11.15%
5000
134.0
77.0
X N P S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.557 124.41 ng 11210100 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 896 (8.557 min): BM039252.D\data.ms (-887) (-) m/z 119.05 100.00%
119.1
5000
91.0
39.0 65.0 ‘ 8.20 8.40 8.60 8.80
O romienbtho el b L 409 2089 o165 o5 44.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 134.00  38.85%
39.0 65.0 ‘ ‘
O \J-\!:_)\‘()\‘\\\“‘\\“”\“\‘\\\‘H‘\\\\“h\‘\\‘\H’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 22.18%
91.0
39.0 65.0 ‘ ‘
0 ?ﬁ‘uwuuhwHH”_H“‘:MH,“Hu_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.00 12.78%
5000
91.0
390 65.0 ‘
| O —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BM@32923.M Mon Apr 03 08:29:17 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21

Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.875 59.99 ng 5405160 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 94
4 o-Cymene 134 CleH14 000527-84-4 93
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 950 (8.875 min): BM039252.D\data.ms (-944) (-) m/z 119.05 100.00%
119.1
5000
39.0 77.0‘ 8.60 8.80 9.00 9.20
e b ““u”n A 1909 280 /7 134.00  33.40%
m/z--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.e0 17.53%
77.0
39.0 ‘ “
0 T T ‘\‘ i“\“‘\”\ ‘\“““\H T L B B O B
miz--> 0 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.00 14.47%
77.0
39.0 ‘ ‘
m/iz--> 0 50 100 150 200 250
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 77.00 10.20%
5000
39.0 77.0
£ I 170 g g 1V | S AN 1 WAV,
m/z--> 0 50 100 150 200 250 8.60 8.80 9.00 9.20

8270-BM@32923.M Mon Apr 03 08:29:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.928 53.09 ng 4783870 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 959 (8.928 min): BM039252.D\data.ms (-954) (-) m/z 119.05 100.00%
119.1
5000
39.0 77,0‘ ‘ 8.60 8.80 9.00 9.20
e Ll L2069 267.0 1 p0 134,05 27.76%
miz--> 0 50 100 150 200 250
Abundance #16997: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.00 16.40%
410 77.0
0 T - U ““\“\‘”\ ‘\”‘M\H‘ T L B B B B
miz--> 0 50 100 150 200 250
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 10.06%
410 77.0
o b L
miz--> 0 50 100 150 200 250
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- A e
119.0 8.60 8.80 9.00 9.20
m/z 77.00 8.47%
5000
39.0 77.0
)L A T R —
m/z--> 0 50 100 150 200 250 8.60 8.80 9.00 9.20

8270-BM@32923.M Mon Apr 03 08:29:19 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.028 132.00 ng 11894100 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
Abundance Scan 976 (9.028 min): BM039252.D\data.ms (-968) (-) m/z 119.05 100.00%
119.1
5000
91.0
390 650 ‘ 8.80 9.00 9.20 9.40
O bl ML U481 1910 s 134 65 29.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
910 m/z 117.00  23.43%
O \]-\5\‘0\\:\3\9“‘\0\‘\ 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
AR
8.80 9.00 9.20 9.40
5000 m/z 91.00 21.13%
91.0
41.0 65.0 ‘ ‘
Y I v S SR D AN —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 115.00 12.07%
5000
91.0
015039060 Jh,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BM@32923.M Mon Apr 03 08:29:21 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 16 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.610 24.11 ng 7437000  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1075 (9.610 min): BM039252.D\data.ms (-1070) (-) m/z 119.05 100.00%

1191
5000

390 770 9.50 10.00
ol b UL 491 2069 2810 ;134,95  42.94%
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ‘k

m/z 91.00 17.01%

39.0 770
04 ‘\ ‘\‘ i“‘ \M\ ‘”\ \‘ ‘N\M‘! \h\ B B e B I s
Mjze> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

9.50 10.00
5000 m/z 120.10 9.95%
39.0 77.0
[o) n— “\ i‘n b L\‘ I ‘m . M! “\‘ — — —
miz--> 50 100 150 200 250 \ n
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 9.50 10.00

m/z 77.00 8.66%

5000

410 770
miz--> 50 100 150 200 250 9.50 10.00

8270-BM@32923.M Mon Apr 03 08:29:22 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 17 3-Methylbenzyl alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.792 33.83 ng 10432700  Naphthalene-d8 10.733

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzyl alcohol 122 C8H1e0 000587-03-1 98
2 Benzenemethanol, 4-methyl- 122 C8H1e0 000589-18-4 94
3 Benzene, 1-methoxy-2-methyl- 122 C8H100 000578-58-5 83
4 Benzene, 1l-methoxy-4-methyl- 122 C8H100 000104-93-8 81
5 Benzene, 1-methoxy-3-methyl- 122 C8H1e0 000100-84-5 64
Abundance Scan 1106 (9.792 min): BM039252.D\data.ms (-1099) (-) m/z 122.00 100.00%
122.0
91.0
5000
39 0 65.0
“ h ‘ 1481 . 9.50 10.00

o“w“‘wuwmw‘w\HWWL!HHH‘W“m‘H‘W“H‘H??RT m/z 107.00  90.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #11341: 3-Methylbenzyl alcoho

122.0
91.0
5000 —— o
9.50 10.00
39.0 65.0 m/z 91.00 80.75%
O \\\‘\‘\H\\"\\‘\‘\N}“\\\i\\w‘\““l\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11359: Benzenemethanol, 4-methyl-
107.0
—F— —
790 9.50 10.00
5000 m/z 79.00 75.96%
51.0
ok Z A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11377: Benzene, 1-methoxy-2-methyl-
122.0 9.50 10.00
m/z 77.00 75.64%
5000
91.0
39.0 @50
32 SO O 1| A VA9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BM@32923.M Mon Apr 03 08:29:23 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.128 38.62 ng 11909600 Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 1163 (10.128 min): BM039252.D\data.ms (-1157) (- | m/z 117.05 100.00%

117.1
5000 ﬂ

e b a 1601‘

3909 77.0 1000 1050
(

ok ‘ — 2210 2804 n/7 132.00  37.66%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-

117.0 ﬁ
5000 A/\
10 00 10 50

m/z 119.10  33.33%

51.0 ‘
15 0‘ ‘ “HHH‘ M \h “ \H“‘ R A e e e S
mi/z--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene
117.0

o

10.00 10.50
5000 m/z 115.00 30.90%
390 770
oL—L “‘ }‘u I . h I ‘mh ‘ u“ — — e
miz--> 50 100 150 200 250
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 10.00 10.50

m/z 131.00  18.47%

5000
51.0 ‘ ‘
0 L \L\ i §7\'w0 T ‘ ul

m/z--> 50 100 150 200 250 1000 1050

8270-BM@32923.M Mon Apr 03 08:29:25 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 3,4-Dimethylbenzyl alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.716  22.39 ng 6906120  Naphthalene-d8 10.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylbenzyl alcohol 136 CS9H120 006966-10-5 96
2 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
3 Benzene, 2-methoxy-1,3-dimethyl- 136 C9H120 001004-66-6 91
4 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 81
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 74
Abundance Scan 1433 (11.716 min): BM039252.D\data.ms (-1425) (- | m/z 91.00 100.00%
91.0 121.0
5000
65.0 P e
37'0 ‘ ‘ “ | 11.50 12.00
Ok el k], (1480 2091 o151 00 99.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18893: 3,4-Dimethylbenzyl alcohol
136.0
93.0
5000 o ——
11.50 12.00
m/z 136.00  89.59%
39.0 650‘
0“1‘5"9‘\‘ T \“‘\ \“U\ i‘\“‘\ T \“‘ T 1‘\ “M \‘WH‘N\ T \“H‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18937: Benzenemethanol, 3,5-dimethyl-
136.0
91.0
e —
11.50 12.00
5000 m/z 93.00 87.34%
39.0 65.0
0% 15? Iy u‘ﬂ‘ J‘:M p‘;‘w m“‘ A “‘1 ! ‘M‘h“‘ Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18958: Benzene, 2-methoxy-1,3-dimethyl- L —
136.0 11.50 12.00
91.0 m/z 77.00 55.79%
5000
" 65.0 ‘
o850 by d b b U UNL O
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 20 Benzeneacetic acid, .alpha.... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.692 22.28 ng 4324280  Acenaphthene-di0 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-methyl- 156 C9H1002 000492-37-5 95
2 m-Tolylacetic acid 150 C9H1002 000621-36-3 95
3 p-Tolylacetic acid 150 C9H1002 000622-47-9 91
4 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 90
5 o-Tolylacetic acid 150 CSH1e02 000644-36-0 81

Abundance Scan 1599 (12.692 min): BM039252.D\data.ms (-1590) (- | m/z 105.00 100.00%

105.0
5000
150.0

510 ‘ 1250 13.00
o L 208.9 2808 /7 150.00  31.26%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28401: Benzeneacetic acid, .alpha.-methyl-
105.0

5000
150.0 12 50 13 00
' m/z 77.00 17.49%

51.0
\\\‘\H\"\\“\\"\\HM‘H‘\\‘M\\\‘\H\’\\‘H‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28276: m-Tolylacetic acid
105.0

o

o

1250 1300
m/z 79.00 11.93%
5000 150.0
51.0
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #28275: p-Tolylacetic acid
105.0 1250 1300

m/z 106.00 11.69%

5000
150.0
510
0280 >

m/z--> 20 40 60 80 100120140160180200220240260280 1250 1300

| .
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39252.D

Acqg On : 31 Mar 2023 14:21
Operator : CG/JU

Sample : 02084-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
Benzene, 1,3-di... 5.557 1120.8 ng 100987000 1 7.922 1802090 20.0
Benzene, 1-ethy... 7.004 364.9 ng 32879500 1 7.922 1802090 20.0
Benzene, 1l-ethy... 7.304 199.7 ng 17991300 1 7.922 1802090 20.0
Mesitylene 7.575 502.6 ng 45282200 1 7.922 1802090 20.0
Benzene, 1,2,3-... 8.034 217.0 ng 19551000 1 7.922 1802090 20.0
Indane 8.298 177.4 ng 15985300 1 7.922 1802090 20.0
Benzene, 1-meth... 8.469 76.6 ng 6900530 1 7.922 1802090 20.0
Benzene, 2-ethy... 8.557 124.4 ng 11210100 1 7.922 1802090 20.0
Benzene, 4-ethy... 8.875 60.0 ng 5405160 1 7.922 1802090 20.0
o-Cymene 8.928 53.1 ng 4783870 1 7.922 1802090 20.0
Benzene, 1l-ethy... 9.028 132.0 ng 11894100 1 7.922 1802090 20.0
Benzene, 1,2,3,... 9.610  24.1 ng 7437000 2 10.733 6167950 20.0
3-Methylbenzyl ... 9.792 33.8 ng 10432700 2 10.733 6167950 20.0
Benzene, 2-ethe... 10.128 38.6 ng 11909600 2 10.733 6167950 20.0
3,4-Dimethylben... 11.716 22.4 ng 6906120 2 10.733 6167950 20.0
Benzeneacetic a... 12.692 22.3 ng 4324280 3 14.563 3882190 20.0
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