Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

. 20

BM@39994.D

: 24 May 2023 21:15
: CG/JU
: 02888-01

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

Peak Location:

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\

Filtering: 5
Min Area:
Max Peaks:

3 % of largest Peak
100
TOP

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

Method
Title

Signal

: TIC: BM@39994.D\data.ms

peak R.T. first

16
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min
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last
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NN N NN

8.

.334
.393
.510
.928
.187

.328
.446
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.575
.651

.787
.887
.957
.022
.275

.493
.646
.693
.857
.993

.063
.14
.163
.240
.404

.440
.504
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.757
.893

016

54
83
101
127
141

172
183
203
272
318
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394

414
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449
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539
566
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599
623

638
644
654
666
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704
712
732
756
777

796

178
188
208
279
323

347
367
378
389
402

425
442
454
465
508

545
571
579
607
630

642
649
659
672
700

706
717
746
760
783

804

183
194
215
283
327

360
369
384
394
414

435
449
456
474
522

553
575
584
611
638

644
654
666
682
704

712
722
755
769
796

808

rvB2
rBv4
rvB2
rvB3
rBv2

rBv3
rvB2
rVB
rBv3
rBv

rBvVe
rvv2
rvv2
rvv2
rvB2

rVB8
rBv

rvv2
rvv2

rBv
rvv2
rVB
rBv
rBv

rvwv
rvv
rvv2
rvVB
rvv

rvv2
rvv
rvv3
rvB
rvVB6

rBv2

peak corr. corr.
height area % max.
1433814 2970251  3.07%
729196 2292617 2.37%
837568 1887289  1.95%
2113815 3963422  4.10%
31773671 74474514 77.10%
1714994 3485098 3.61%
4389808 6195603 6.41%
8898486 12644963 13.09%
1236862 2584648 2.68%
1235946 2020582  2.09%
546004 1884587 1.95%
1592986 3056394 3.16%
30127686 63552426 65.79%
5711976 9688945 10.03%
30566301 96600584 100.00%
1163656 3923713  4.06%
7859812 12838737 13.29%
1123063 1871767  1.94%
28628731 64399957 66.67%
870061 2429510 2.52%
4064594 7147162 7.40%
1516306 2384467 2.47%
2556106 3958457  4.10%
2684954 4481900  4.64%
7918292 13323123 13.79%
1350450 1923054 1.99%
17378793 27142415 28.10%
12050568 20756698 21.49%
11440338 17207478 17.81%

6965602 10685264 11.06%

2090572 3760503 3.89%
6721080 10001277 10.35%
23953785 56927044 58.93%
1627228 2978538  3.08%
607477 2415813 2.50%
1501431 3422091 3.54%
22 2023

: Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

0.271%
0.209%
0.172%
0.362%
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.566%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc :

ALS Vvial : 20 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.134 819 824 830 rVV 7047699 11668365 12.08% 1.065%
38 8.204 830 836 841 rVB 8364171 12688086 13.13% 1.159%
39 8.310 846 854 862 rVB7 748547 2058036 2.13% 0.188%
40 8.398 862 869 875 rBV 8336949 13065431 13.53% 1.193%
41 8.469 875 881 886 rVB2 1128613 1874993 1.94% 0.171%
42 8.575 891 899 905 rVV2 30099237 65161666 67.45% 5.950%
43 8.663 908 914 921 rBV2 4726905 7597858 7.87% 0.694%
44  8.834 938 943 953 rVB2 907871 1918049 1.99% 0.175%
45 8.975 961 967 972 rBV 1579576 2622918 2.72% 0.240%
46 9.028 972 976 983 rVV 1494639 2954985 3.06% 0.270%
47 9.128 988 993 998 rVV2 5523217 9489733 9.82% 0.867%
48 9.187 998 1003 1006 rVV 2310389 4108291 4.25% 0.375%
49 9.251 1009 1014 1019 rVV2 4883692 8750703 9.06% 0.799%
50 9.716 1088 1093 1100 rVB2 2279838 3766007 3.90% 0.3447%
51 9.851 1109 1116 1125 rBV 5166765 12528128 12.97% 1.144%
52 10.257 1176 1185 1192 rVV3 6146313 16661976 17.25% 1.521%
53 10.334 1192 1198 1210 rVB 3761709 10654025 11.03% 0.973%
54 10.504 1222 1227 1230 rVV 2138632 3551178 3.68% 0.324%
55 10.534 1230 1232 1243 rVB 1392169 2142355 2.22% 0.196%

56 10.686 1251 1258 1261 rBV3 1096622 1894212 1.96% 0.173%
57 10.810 1274 1279 1281 rBV 1976642 3069456 3.18% ©.280%
58 10.904 1286 1295 1301 rVB2 30334445 77827446 80.57% 7.107%
59 11.004 1306 1312 1317 rVV 2519812 4092515 4.24% 0.374%
60 11.345 1365 1370 1377 rBV 1697666 2818617 2.92% 0.257%

61 11.486 1387 1394 1400 rBV2 1849010 3553844 3.68% ©.325%
62 12.492 1557 1565 1575 rVB 11443709 19081976 19.75% 1.742%
63 12.704 1594 1601 1610 rBV 6337678 9974131 10.33% 0.911%

64 13.280 1694 1699 1710 rVB 6114531 8873836 9.19% 0.810%
65 13.916 1800 1807 1812 rBV 4195958 6134227 6.35% ©.560%
66 14.369 1877 1884 1889 rBV 4828416 6824560 7.06% 0.623%
67 14.533 1907 1912 1919 rBV 1224443 2132608 2.21% ©.195%
68 14.651 1928 1932 1936 rBV 2065197 2664758 2.76%  ©.243%
69 14.904 1970 1975 1985 rBV3 852466 2042932 2.11% 0.187%
70 15.010 1988 1993 1999 rVV 2418748 3874448 4.01%  0.354%
71 16.133 2179 2184 2192 rBV2 4065440 5952575 6.16% 0.544%
72 16.286 2205 2210 2215 rBV 4221440 5442188 5.63% 0.497%
73 16.351 2216 2221 2226 rVB 3868768 5363076 5.55%  ©.490%
74 17.051 2335 2340 2345 rBv4 1048908 2187849 2.26%  ©.200%
75 17.151 2354 2357 2366 rVB4 1231334 2376774 2.46% 0.217%

76 17.280 2370 2379 2385 rVB 11052889 16441440 17.02%  1.501%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc :

ALS Vvial : 20 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.398 2394 2399 2403 rVV 2553278 3628077 3.76% ©.331%
78 17.580 2425 2430 2432 rBV 8318699 10287808 10.65% ©.939%
79 17.615 2432 2436 2441 rVV 13950592 19416827 20.10% 1.773%
80 17.815 2464 2470 2477 rBV 5242498 7196147  7.45% 0.657%

81 17.921 2484 2488 2494 rVB 2175013 3234125 3.35% ©.295%
82 18.021 2500 2505 2509 rVB 2581559 3274527 3.39% 0.299%
83 18.104 2515 2519 2526 rVB 7164952 9417284 9.75% 0.860%
84 18.292 2544 2551 2556 rBV2 9298238 15631915 16.18% 1.427%
85 18.721 2619 2624 2629 rVB 1643446 2530569 2.62% 0.231%
86 19.074 2680 2684 2691 rBV 5546122 7320738 7.58% 0.668%
87 19.227 2706 2710 2717 rVV 1544848 2295692 2.38% 0.210%
88 19.321 2721 2726 2734 rVB2 2085868 4797510 4.97% 0.438%
89 19.433 2740 2745 2749 rBV 3784037 6208803 6.43% 0.567%
990 19.562 2763 2767 2773 rBV3 2138764 3882286 4.02% 0.354%
91 19.698 2788 2790 2796 rVB3 2200066 2805021 2.90% 0.256%
92 20.009 2839 2843 2849 rVB 8492698 10503356 10.87% 0.959%
93 20.133 2858 2864 2869 rBV6 961232 2391144  2.48% 0.218%
94 21.092 3020 3027 3032 rBV2 4757633 9389837 9.72% 0.857%
95 21.139 3033 3035 3042 rVB2 1260171 2244966 2.32%  0.205%
96 21.262 3052 3056 3061 rBV 5472969 7216805 7.47% 0.659%
97 21.398 3076 3079 3086 rVB 2568914 3090612 3.20% 0.282%
98 21.480 3090 3093 3097 rVB 2065774 2193262 2.27% 0.200%
99 21.568 3104 3108 3118 rVB 3182413 4921050 5.09% 0.449%
100 24.021 3520 3525 3535 rVB 2043250 4100095 4.24% 0.374%

Sum of corrected areas: 1095145598
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 24 May 2023 21:15
: CG/IU
: 02888-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
BM@39994.D

: 20 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

0
Time-->

TIC: BM039994.D\data.ms
4.163 5.51651 8.575 10.904
6.022

7.675

7.104

~

~630

4.510

74%D

q

4.3

et ot

7

041134886

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

1e+07

5000000

TIC: BM039994.D\data.ms

17.615

12.492 17.280

2.704 13.280
13.916 14-369 161623861
14.6515.010 120

4.533 4,904
AN n A

0

Time--> 12.

00 1250 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM039994.D\data.ms

21.262
21.09

38

21136° 24.021

AM%MW/\

- -~ oo~

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@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Octane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.510 73.90 ng 12645000 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64

Abundance Scan 208 (4.510 min): BM039994.D\data.ms (-203) (-) m/z 43.05 100.00%

43.0

%

5000 85.0
‘ 4.20 4.40 4.60 4.80
1141
0 HwWMHMHH_m,w,u‘1“,‘5‘1‘_”‘_H?R‘i%wwwm m/z 85.05 48.21%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #8624: Octane
43.0
5000 I“\/\FH\‘HH‘HH‘HH‘
85.0 4.20 4.40 4.60 4.80
‘ ‘ 114.0 m/z 57.05 41.38%
O\\\‘\‘}\\“\\\‘!‘\\‘\\‘\\\\’\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester
43.0 85.0
4.20 4.40 4.60 4.80
5000 m/z 41.05 41.33%

L H H‘M 11301410 18202110 263

%

[ ENNSMSINN i ST A it e LS . &5
m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #14544: Heptane, 2,4-dimethyl- R A RERRNRREE

43.0 4.20 4.40 4.60 4.80
m/z 71.10 30.11%

5000

50 L || wso

m/z--> 20 40 60 80 100120140160 180 200220240260 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.651 564.57 ng 96600600 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 94
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91
5 Benzeneethanol, .alpha.,.beta.-d... 150 C10H140 052089-32-4 83
Abundance Scan 402 (5.651 min): BM039994.D\data.ms (-394) (-) m/z 91.05 100.00%

91.0
5000

e  RARREEEEESs
51.0 5.40 5.60 5.80 6.00

| ‘H | 1j124.1153.1 189.1 281.( m/z 106.05 67.66%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5747: Benzene, 1,3-dimethyl-
91.0 /L

5000 I ARRRSTEES
5.40 5.60 5.80 6.00

m/z 105.10  31.15%

o

51.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5718: p-Xylene
91.0

5.40 5.60 5.80 6.00

5000 m/z 77.05 16.90%
51.0
0%%9”\J“N”M”M“M”W”W”‘W””P”W””\””W”W””P‘ /Vﬂh/\ th
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene R I ARRANEEEE SR
91.0 5.40 5.60 5.80 6.00

m/z 92.05 10.66%

5000
51.0 ‘ /L
o580 | |1

m/z--> 20 40 60 80 100120140160180200220240260280 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Cyclopropane, 1l-methyl-2-pe... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.887 75.03 ng 12838700 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-2-pentyl- 126 CSH18 041977-37-1 94
2 1-Nonene 126 C9H18 000124-11-8 90
3 1-Heptene 98 C7H14 000592-76-7 76
4 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 72
5 (Z)-2-Heptene 98 C7H14 006443-92-1 64
Abundance Scan 442 (5.887 min): BM039994.D\data.ms (-435) (-) m/z 56.05 100.00%
56.0
5000
83.0
5.60 5.80 6.00 6.20
126.1
0 1649 1929 m/z 43.05 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13273: Cyclopropane, 1-methyl-2-pentyl-
56.0
5000
5.60 5.80 6.00 6.20
840 126.0 m/z 55.85 90.28%
O\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13164: 1-Nonene
43.0
R o RARmE R e
69.0 5.60 5.80 6.00 6.20
5000 m/z 41.05 90.23%
97.0
126.0
01 ‘WM"J_“‘_““H“‘H““H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3706: 1-Heptene AR RS e
41.0 5.60 5.80 6.00 6.20
m/z 69.10 58.04%
5000 70.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.993 77.87 ng 13323100 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
3 N-Butylbenzylamine 163 C11H17N 002403-22-7 72
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 59
Abundance Scan 630 (6.993 min): BM039994.D\data.ms (-623) (-) m/z 91.00 100.00%
91.0
5000
120.1
39.0 65.0 6.60 6.80 7.00 7.20 7.40
Ottt b 14202069 45 179,05  25.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
6.60 6.80 7.00 7.20 7.40
120.0 m/z 92.80 10.71%
390 650
0‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
120.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 65.00 10.50%
65.0
0 390 165.0 209.0
R B AR e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38714: N-Butylbenzylamine BERRRREEREEEEEE SRS
91.0 6.60 6.80 7.00 7.20 7.40
m/z 78.00 6.25%
5000 120.0
ol L aro B0 1630
R B R A A BEAREREEREEEELE e
m/z--> 20 40 60 80 100 120 140 160 180 200 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@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.104 158.63 ng 27142400 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 649 (7.104 min): BM039994.D\data.ms (-644) (-) m/z 105.05 100.00%
105.1
5000 i
65.0 ‘ 6.80 7.00 7.20 7.40
Ol 350uni 4 Ml 1400 1029 28LU .5 126,16 36.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.80 7.00 7.20 7.40
m/z 91.05 12.69%
39.0
0 \H‘H\\‘\H\"\ZHLR\‘}\‘h\\\““HH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.80 7.00 7.20 7.40
5000 ITI/Z 77 .00 11.43%
390 740 |
Ol et e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10695: Mesitylene B e e e
105.0 6.80 7.00 7.20 7.40
m/z 106.05 9.13%
39.0
S Y L. ) SRR L A A A -
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40

8270-BM052323.M Thu May 25 11:39:29 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.240 100.57 ng 17207500 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 672 (7.240 min): BM039994.D\data.ms (-666) (-) m/z 105.05 100.00%
105.1
R ARRAREE
390 70 7.00 7.20 7.40 7.60
Ol btk L [1340.165.1192.8221.0 2670 /7 150 05 50.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10692: Mesitylene
105.0
5000
7.00 7.20 7.40 7.60
m/z 119.05 12.83%
77.0
9.0 ‘ ‘
O \H’HH"H“P\H“\‘\HH‘\\‘H‘MH‘\“HH’HH‘H\\‘HH‘\\H‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.00 12.18%
390 77.0
S O —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10717: Benzene, 1,2,4-trimethyl- R e  RREaa
105.0 7.00 7.20 7.40 7.60
m/z 91.00 10.44%
5000
27.0 77.0 ‘
) N T Y N —
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60

8270-BM052323.M Thu May 25 11:39:30 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.675 332.70 ng 56927000 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 81
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 76
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 68
Abundance Scan 746 (7.675 min): BM039994.D\data.ms (-732) (-) m/z 105.05 100.00%
105.1
5000 /\
e EBAREEEEESEEEE
3090 (70 H 7.40 7.60 7.80 8.00
" [4
Obrrrrroosk ool e 133.0 165.1192.9221.1 2664 /7 126 05  50.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
7.40 7.60 7.80 8.00
m/z 117.05 15.70%
390 770 ‘
OHH‘\‘H\“‘H“w\“\‘H\M‘\\‘H“}‘H‘\“‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10692: Mesitylene
105.0
7.40 7.60 7.80 8.00
5000 m/z 119.05 14.73%
77.0
39.0 ‘ ‘
Omwm“"H‘;u“““‘H“W‘w‘:““““mWm‘mwm‘mwm‘mwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10716: Benzene, 1,2,4-trimethyl- A Emmaa e
105.0 7.40 7.60 7.80 8.00
m/z 91.05 14.18%
5000
39.0 77.0
omh_‘mu‘ihJ‘:Mw‘““‘H‘m‘:‘mu“mWm_m_Wwwwwm P e
m/z--> 20 40 60 80 100120140160180200220240260 7.40 7.60 7.80 8.00

8270-BM052323.M Thu May 25 11:39:31 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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, 1,2,4-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.134 68.19 ng 11668400 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 824 (8.134 min): BM039994.D\data.ms (-819) (-) m/z 105.05 100.00%
105.1
5000 J\
R RAREEE R
510 77.0 7.80 8.00 8.20 8.40
Ol oo ebopite el o b J 3340 2080 y/s 126.05  43.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0
5000
7.80 8.00 8.20 8.40
m/z 77.00 11.55%
51.0 77.0
0 \\\‘2\7\.\0\“\\“‘\‘\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
R R R R
7.80 8.00 8.20 8.40
5000 m/z 119.05 9.97%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 8.20 8.40
m/z 106.00 9.03%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40

8270-BM052323.M Thu May 25 11:39:33 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.204 74.15 ng 12688100 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 89
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 89
3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 86
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
Abundance Scan 836 (8.204 min): BM039994.D\data.ms (-830) (-) m/z 117.05 100.00%
117.1
5000
91.0
51.0 7.80 8.00 8.20 8.40 8.60
bbbt LM 2410 2080 /7 118,05 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5000
91.0 7.80 8.00 8.20 8.40 8.60
39.0 63.0 m/z 115.00  43.45%
0 15.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10193: Benzene, 1-propenyl-
117.0
e
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.00 28.42%
91.0
51.0 ‘
L | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis- T
117.0 7.80 8.00 8.20 8.40 8.60
m/z 51.00 9.05%
5000
91.0
39.0 65.0
0 Ll 147.0 177.0 207.0
R L AR RA B M TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40 8.60

8270-BM052323.M Thu May 25 11:39:34 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15

Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Indane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.398 76.36 ng 13065400 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 83
3 Deltacyclene 118 C9H10 007785-10-6 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 869 (8.398 min): BM039994.D\data.ms (-862) (-)
117.1

5000
039063°L152-1191-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
91.0
39.0 63.0
o250 " 1l 1 L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
5000 91.0
39"0 65.0 L
S T S

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

m/z 117.05 100.00%

Al

8.00 8.20 8.40 8.60 8.80

m/z 118.05 55.28%

1

8.00 8.20 8.40 8.60 8.80

m/z 115.00 34.25%

)

8.00 8.20 8.40 8.60 8.80

m/z 91.00 15.09%

ALl

Abundance #10184: Deltacyclene T T T T
117.0 8.00 8.20 8.40 8.60 8.80
m/z 116.00 7.44%
5000
39.0 91.0
‘ 65.0 ‘
Y B N N Y | — IS NS S5 K S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BM052323.M Thu May 25 11:39:35 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.575 380.83 ng 65161700 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91

4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 87
5 1-indanol trifluoroacetate ester 230 C11H9F302 1000376-43-6 64

Abundance Scan 899 (8.575 min): BM039994.D\data.ms (-891) (-) m/z 116.05 100.00%

11p6.1
5000 ﬂ
o AAREmas RS EE
53" 0 | 8.20 8.40 8.60 8.80
Ot o e ol 1820, 189:1 2281 28LL /7 195 95 99.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9543: Indene
116.0
5000 H\\/‘\\\\\j‘\\\\\‘\\\\‘\\\\’\

8.20 8.40 8.60 8.80
m/z 89.05 15.91%

63.0
27.0 | ‘
\H‘\w\\‘H“\\"‘\‘H‘\‘HH‘H\‘ ‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9547: Benzene, 1-propynyl-
115.0

8.20 8.40 8.60 8.80

o

5000 m/z 63.00 13.35%
oh270 50 | .
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9550: 3-Methylphenylacetylene
115.0 8.20 8.40 8.60 8.80

m/z 117.05 11.60%

5000
63.0
0 27.0 L1 M‘ L A

m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80

8270-BM052323.M Thu May 25 11:39:36 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 15 Benzenemethanethiol, .alpha... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.851 81.63 ng 12528100 Naphthalene-d8 10.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanethiol, .alpha.-met... 138 C8H10S 006263-65-6 91
2 Benzenemethanethiol, 4-methyl- 138 C8H1esS 004498-99-1 78
3 3,4-Dimethylthiophenol 138 C8H1eS 018800-53-8 78
4 Benzene, (1-bromoethyl)- 184 C8H9Br 000585-71-7 64
5 3-Methylbenzyl mercaptan 138 C8H1esS 025697-56-7 64
Abundance Scan 1116 (9.851 min): BM039994.D\data.ms (-1109) (-) m/z 105.00 100.00%
105.0
o JL
77.0 — N
51.0 H 138.0 9.50 10.00
Ol el 1 1640 1928 0 y/r 77,00 18.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20082: Benzenemethanethiol, .alpha.-methyl-
105.0
5000 = 4
9.50 10.00
m/z 79.00 16.00%
510 /70 138.0
0 \\\‘2\7‘\.(\)\“\‘\“1\“‘\H\M‘H\\‘H\‘H“HH“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20066: Benzenemethanethiol, 4-methyl-
105.0
— —
9.50 10.00
5000 m/z 103.00 14.25%
138.0
77.0
45.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20056: 3,4-Dimethylthiophenol = 7
105.0 138.0 9.50 10.00
m/z 106.05 9.14%
5000
77.0
45.0 ‘
o‘H_u‘“_‘u‘wm‘u““H‘M“:“H“m‘u“;‘Ww_ww — s
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BM052323.M Thu May 25 11:39:37 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1H-Indene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.257 108.57 ng 16662000 Naphthalene-d8 10.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
2 2-Methylindene 130 C10H10 002177-47-1 95
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 95
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94

Abundance Scan 1185 (10.257 min): BM039994.D\data.ms (-1176) (- m/z 130.00 100.00%

130.0
5000

51.0 89.0 m 10.00 10.50

" (
Ol ik Al 2701 207.0 2800 /2195 00 97.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 Al -
10.00 10.50

m/z 129.00  81.24%

51.0
L1530 1
\\\‘\‘H\“‘\\h\"\‘HH}“‘\‘\‘H““H\l‘\"\\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0

— —
10.00 10.50

o

5000 m/z 128.00 42.81%
51.0
L ‘ “ \H‘ \\\‘89‘.0‘ ‘ \‘ ‘
o N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15034: 1,4-Dihydronaphthalene
130.0 10.00 10.50

m/z 126.95 19.98%

5000
51.0
89.0
15.0
o' T e

m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Benzene, 1-butynyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.334 69.42 ng 10654000 Naphthalene-d8 10.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 94
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 93
4 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 93
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 91
Abundance Scan 1198 (10.334 min): BM039994.D\data.ms (-1192) (- | m/z 130.00 100.00%
130.0
— —
39.0 63.0 102.0 M 10.00 10.50
Ot L1642 2079 p s 115 00 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15026: Benzene, 1-butynyl-
115.0
5000 = -
10.00 10.50
m/z 129.00 82.51%
39.0 ‘ 89.0
O\1\5\?\‘\\\“\\}\“H‘\\HH“\H}\\“\\\‘1‘\hm\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
= —
10.00 10.50
5000 m/z 128.00 41.77%
64.0
390‘ “ 102.0 m
o) M S M R A N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0 10.00 10.50
m/z 127.00 19.24%
5000
51.0
77.0
27.0 H W
YN W Y P | ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 1-Phenylethanethiol, S-pent... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.280 90.63 ng 16441400  Phenanthrene-d1e 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenylethanethiol, S-pentafluo... 284 C11H9F50S 1000469-38-3 64
2 Ethane, 1-phenyl-1-(phenylthio)- 214 C14H14S 021213-26-3 59
3 1-Phenylethanethiol, S-(2-methyl... 208 C12H160S 1227931-65-8 59
4 Etomidate 244 C14H16N202 033125-97-2 58
5 benzoic acid, 2,6-dihydroxy-, (4... 258 C15H1404 1000396-75-5 53
Abundance Scan 2379 (17.280 min): BM039994.D\data.ms (-2370) (- | m/z 105.05 100.00%
105.1
5000
1700 17.50
59.0 242.1 : :
ook It 1840 1851 | 2809 3411 /7 77.e0  15.60%
m/z--> 50 100 150 200 250 300
Abundance #177834: 1-Phenylethanethiol, S-pentafluoropropionyl-
105.0
5000 T —
17.00 17.50
m/z 103.00 9.89%
ol M0 |, 1630 284.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #92310: Ethane, 1-phenyl-1-(phenylthio)-
105.0
i =
17.00 17.50
5000 ITI/Z 106.05 9.69%
214.0
N I TR - B
miz--> 50 100 150 200 250 300
Abundance  #84945: 1-Phenylethanethiol, S-(2-methylpropionyl)- —= —
105.0 17.00 17.50
m/z 79.00 9.35%
5000
43.0
ol bl t850 20 WIS
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15

Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration

: C:\Database\NIST20.L

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

Ethane, 1-(9-borabicyclo[3....

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.615 107.04 ng 19416800  Phenanthrene-d1e 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethane, 1-(9-borabicyclo[3.3.1]n... 242 C16H23BO

2 2-Ethylbenzothiol, S-trifluoroac..
3 1-Phenylethanethiol, S-heptafluo...

. 234 C1@H9F30S
334 C12H9F70S

4 1-Phenylethanethiol, S-(2-methyl... 208 C12H160S
5 1-Phenylethanethiol, S-trimethyl... 210 C11H18SSi

1000160-80-6 72
1000470-50-6 72
1000469-38-2 64
1227931-65-8 59
1000469-38-5 53

Abundance Scan 2436 (17.615 min): BM039994.D\data.ms (-2432) (-

m/z 105.05 100.00%

105.1
5000
59 0 2421 17.50 18.00
Obr oy do 722 2790 3400 L 77 00 12.65%
miz--> 50 100 150 200 250 300
Abundance #126367: Ethane, 1-(9-borabicyclo[3.3.1]non-9-yloxy)-1-g
105.0
5000 — =
17.50 18.00
m/z 106.10 9.89%
0L \‘?:h(“)‘\‘\ H\ \‘” i \AI\‘S‘?’\O\ \1\9‘9\0\2\4\‘2‘0\ L B
miz--> 50 100 150 200 250 300
Abundance #115437: 2-Ethylbenzothiol, S-trifluoroacetyl-
105.0
) P
17.50 18.00
5000 ITI/Z 103.05 9.79%
GQ'T 165.0
234.0
AEZTRIN
miz--> 50 100 150 200 250 300
Abundance  #240805: 1-Phenylethanethiol, S-heptafluorobutyryl- T —=
105.0 17.50 18.00
m/z 137.00 9.72%
5000
0L27.0 %99 | 169.0 2130 334.0
e
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 20 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.292 86.17 ng 15631900  Phenanthrene-d1e0 17.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 52
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 50
3 Butyric acid, 2-phenyl-, 2,3-dic... 308 C16H14C1202 1000406-86-5 50
4 2,5-Dimethylbenzyl chloride 154 C9H11Cl 000824-45-3 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 50

Abundance Scan 2551 (18.292 min): BM039994.D\data.ms (-2544) (1 m/z 119.85 100.00%
119.1
73.0 ‘ = P
41.0 256.1 18.00 18.50
- “H‘!“UW h,‘w“““ (1510, | 2132 77 288.9. m/z 105.85  25.76%
miz--> 50 100 150 200 250 300
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 e —
18.00 18.50
m/z 73.00 16.52%
390 77.0
O\\‘\‘\““\““\‘”\\‘,“‘\H \H\’\\\\’\\\\’\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #121381: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned
119.0
— —
18.00 18.50
5000 m/z 60.00 13.76%
410 77.0
ol Al d o0
m/iz--> 50 100 150 200 250 300
Abundance #208934: Butyric acid, 2-phenyl-, 2,3-dichlorophenyl este Pt —
119.0 18.00 18.50
m/z 118.10 13.58%
- m
41.0
ol 70 | 1620 21502510 308«
L L BN I S e e
m/z--> 50 100 150 200 250 300 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39994.D

Acqg On : 24 May 2023 21:15
Operator : CG/JU

Sample : 02888-01

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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|
Octane 4.510 73.9 ng 12645000 1 8.016 3422090 20.0
Benzene, 1,3-di... 5.651 564.6 ng 96600600 1 8.016 3422090 20.0
Cyclopropane, 1... 5.887 75.0 ng 12838700 1 8.016 3422090 20.0
Benzene, propyl- 6.993 77.9 ng 13323100 1 8.016 3422090 20.0
Benzene, 1l-ethy... 7.104 158.6 ng 27142400 1 8.016 3422090 20.0
Mesitylene 7.240 100.6 ng 17207500 1 8.016 3422090 20.0
Benzene, 1,2,3-... 7.675 332.7 ng 56927000 1 8.016 3422090 20.0
Benzene, 1,2,4-... 8.134 68.2 ng 11668400 1 8.016 3422090 20.0
Benzene, 1l-ethe... 8.204 74.2 ng 12688100 1 8.016 3422090 20.0
Indane 8.398 76.4 ng 13065400 1 8.016 3422090 20.0
Indene 8.575 380.8 ng 65161700 1 8.016 3422090 20.0
Benzenemethanet... 9.851 81.6 ng 12528100 2 10.839 3069460 20.0
1H-Indene, 1-me... 10.257 108.6 ng 16662000 2 10.839 3069460 20.0
Benzene, 1-buty... 10.334 69.4 ng 10654000 2 10.839 3069460 20.0
1-Phenylethanet... 17.280 90.6 ng 16441400 4 17.398 3628080 20.0
Ethane, 1-(9-bo... 17.615 107.0 ng 19416800 4 17.398 3628080 20.0
Benzene, 1l-ethy... 18.292 86.2 ng 15631900 4 17.398 3628080 20.0
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