LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc :

ALS Vvial : 15 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_ F\Methods\8270-BF053124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138109.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 11 17 23 rvB2 89119 170875 3.45% 0.595%
2 2.411 46 55 59 rBV 3327129 4956260 100.00% 17.253%
3 5.657 603 607 614 rBV 1248536 1131855 22.84%  3.940%
4 6.646 771 775 782 rBV 706818 669950 13.52%  2.332%
5 6.963 822 829 837 rBV3 26224 50577 1.02% 0.176%
6 7.028 837 840 844 rVB 829710 709121 14.31% 2.468%
7 7.146 854 860 864 rBV3 30939 59135 1.19% 0.206%
8 7.269 878 881 883 rBV 85585 72442  1.46%  0.252%
9 7.293 883 885 890 rvB2 50365 52401 1.06% 0.182%
106 7.340 890 893 895 rBV 88033 93533 1.89% 0.326%
11  7.363 895 897 900 rVB2 143799 111702  2.25% 0.389%
12 7.504 918 921 924 rBV 113671 98491 1.99% 0.343%
13 7.598 931 937 940 rVB 2225686 2247620 45.35% 7.824%
14 7.663 944 948 953 rBV3 95298 124083 2.50% 0.432%
15 7.716 953 957 962 rVB2 142991 148601 3.00% 0.517%
16 7.775 962 967 968 rBv3 66176 85813 1.73% 0.299%
17 7.793 968 970 972 rVB 95054 63696 1.29% ©.222%
18 7.869 981 983 986 rBV 94637 78145 1.58% 0.272%
19 7.904 986 989 993 rVB2 52201 57142 1.15% 0.199%
20 7.957 993 998 1001 rBvV2 197239 217580 4.39% 0.757%
21  7.993 1001 1004 1008 rVB2 132450 141091 2.85% 0.491%
22 8.034 1008 1011 1015 rBV2 88519 98877 1.99% 0.344%
23 8.122 1022 1026 1028 rBV 56510 64402 1.30% 0.224%
24  8.169 1032 1034 1037 rVB 60435 59606 1.20% 0.207%
25  8.245 1042 1047 1051 rVV2 83062 111112 2.24% 0.387%
26 8.316 1051 1059 1064 rVV2 1160999 1361992 27.48% 4.741%
27 8.357 1064 1066 1069 rVB 90989 73696 1.49% 0.257%
28 8.393 1069 1072 1074 rBV2 52751 49572 1.00% ©0.173%
29 8.510 1090 1092 1094 rVvV 105036 73615 1.49% 0.256%
30 8.557 1097 1100 1104 rBvV2 71785 73821 1.49% 0.257%
31 8.592 1104 1106 1111 rBV2 87841 137824 2.78% 0.480%
32 8.757 1130 1134 1137 rBV4 52950 90552 1.83% 0.315%
33 8.816 1141 1144 1145 rW 65208 70764 1.43% 0.246%
34 8.869 1149 1153 1156 rVV 250541 215913 4.36% 0.752%
35 8.898 1156 1158 1161 rvVv 94651 99420 2.01% 0.346%
36 8.934 1162 1164 1167 rVB2 74729 66695 1.35% 0.232%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc :

ALS Vvial : 15 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_ F\Methods\8270-BF053124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.981 1170 1172 1174 rVV2 82321 79152 1.60% 0.276%
38 9.004 1174 1176 1179 rVB 77113 65980 1.33% 0.230%
39 9.057 1181 1185 1187 rBV 64822 66390 1.34% 0.231%
40 9.110 1191 1194 1198 rVV3 114935 126846 2.56% 0.442%
41  9.157 1200 1202 1207 rVB 85401 84939 1.71% 0.296%
42 9.204 1207 1210 1214 rBV4 57258 68102 1.37% 0.237%
43 9.251 1214 1218 1221 rBV5 70496 85298 1.72% 0.297%
44  9.322 1227 1230 1232 rVB 99173 76315 1.54% 0.266%
45  9.392 1237 1242 1245 rBV 4389207 3917596 79.04% 13.637%
46 9.469 1249 1255 1258 rBvV6 50022 69317 1.40% 0.241%
47 9.534 1264 1266 1268 rVB 86114 59212 1.19% 0.206%
48 9.563 1268 1271 1275 rVB4 48740 67272 1.36% 0.234%
49 9.781 1305 1308 1311 rBV3 144824 143993 2.91% 0.501%
50 9.851 1316 1320 1322 rVB3 54833 66145 1.33% 0.230%
51 9.934 1331 1334 1337 rBV2 70026 62589 1.26% ©0.218%
52 10.081 1353 1359 1362 rBV 1376378 1216876 24.55% 4.236%
53 10.316 1396 1399 1407 rVB3 99377 122025 2.46% 0.425%
54 10.398 1409 1413 1416 rBV2 104450 109878 2.22%  0.382%
55 10.710 1461 1466 1469 rBV2 136655 197843 3.99% 0.689%
56 10.875 1490 1494 1497 rBV 2398972 2110130 42.58% 7.345%
57 10.981 1508 1512 1520 rVB 226786 273113 5.51% 0.951%
58 11.445 1588 1591 1599 rVB 123748 125357 2.53% 0.436%
59 11.575 1610 1613 1617 rBV 1167745 1015720 20.49% 3.536%
60 13.163 1879 1883 1887 rBV 3278451 3232061 65.21% 11.251%

61 14.227 2060 2064 2072 rBV 688543 637225 12.86% 2.218%
62 15.792 2325 2330 2339 rBV 454002 659692 13.31% 2.296%

Sum of corrected areas: 28727040
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138109.D\data.ms

4000000
3500000 2411
3000000

2500000 7598

2000000

1500000 5.657

1000000 6.646 7.028

500000

2.187 6.963.14c4E55046¢
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Abundance TIC: BF138109.D\data.ms
9.392

4000000
3500000 13.163
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Abundance TIC: BF138109.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 1 Cyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.187 4.82 ng 170875 1,4-Dichlorobenzene-d4 7.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 2-Acetylpiperidine 127 C7H13NO 097073-22-8 78
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 53
Abundance  Scan 17 (2.187 min): BF138109.D\data.ms (-11) (-) m/z 56.10 100.00%

56.1
84.1
411
5000

“ Ao 220 240 260
ettt Al e e M/z 84,10 77.00%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1643: Cyclohexane
56.0
84.0
41.0

o

5000 L R I
220 240 260
m/z 41.10 54.59%
27.0 ‘
OH‘HH‘\\H‘\\\\‘\‘\\\i‘\w \‘HZH‘\O\\\‘\‘\‘H‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1683: Cyclopentane, methyl-
56.0
———
220 240  2.60
41.0 o
5000 m/z 55.10 33.01%
84.0
270
| | | 70.0
O‘W‘Hw‘uw‘uw‘uw“W‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13534: 2-Acetylpiperidine T

84.0 2 20 2.40 2.60
m/z 69.10 29.06%

56.0
5000
42.0
0 A 980 125.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.411 139.79 ng 4956260 1,4-Dichlorobenzene-d4 7.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 55 (2.411 min): BF138109.D\data.ms (-46) (-) m/z 73.10 100.00%
3.1
5000
43.0 87.1
Al B
91 2.20 2.40 2.60 2.80
Ol PR L2081 myz 43.e5  33.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L LA L L L B L B
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 87.10  27.90%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ | ‘
O\\‘\H\‘\H\‘H!\‘H!‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10  25.45%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R B ma
73.0 2.20 2.40 2.60 2.80
m/z 41.05 11.24%
5000
45.0
29.0
0“_‘JmuuHMLH‘H?%QH‘NlH‘HH‘H%R%P‘_‘H‘H‘W‘H‘ A P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60 2.80
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\

BF138109.D

: @3 Jun 2024 16:26
¢ CG\JU
. P2660-03

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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, 1,4-diethyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.269 2.04 ng 72442  1,4-Dichlorobenzene-d4 7.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
Abundance Scan 881 (7.269 min): BF138109.D\data.ms (-878) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0
39.1 571 ‘ ‘ 7.00 7.20 7.40 7.60
) T M‘ : ‘”‘ el ‘M . WM ol | m/z 119.10  99.52%
miz-> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 7.00 7.20 7.40 7.60
m/z 134.05 49.87%
41.0 65.0
Ot \\‘2\6‘.\‘0\ \“‘\ \“\ T “\‘\ T \m‘ Tt ““\ \‘iH T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
7.00 7.20 7.40 7.60
5000 134.0 m/z 91.18  27.25%
91.0
39.0 65.0
T R i P
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.05 17.38%
5000 134.0
91.0
39.0 65.0
olaso 30 L %30 4 Lo b e WL
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_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.340 2.64 ng 93533 1,4-Dichlorobenzene-d4 7.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 o-Cymene 134 C1oH14 000527-84-4 90
Abundance Scan 893 (7.340 min): BF138109.D\data.ms (-890) (-) m/z 119.10 100.00%
119.1
5000
91.0
51.0 7.00 7.20 7.40 7.60
A ' mm‘u w207 es 10 74.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 7.00 7.20 7.40 7.60
m/z 134.05 47.90%
41.0 65.0 ‘ ‘
O \‘\\\\‘\‘\\\‘\\\\’\\\\“‘\\w\““\\\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 91.05 33.44%
91.0
39.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 76.95 15.91%
5000
91.0
39.0 50
ol B0 o L el d MUV
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26

Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 5 Benzene, 1,3-diethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.363 3.15 ng 111702 1,4-Dichlorobenzene-d4 7.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 72
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 72
Abundance Scan 897 (7.363 min): BF138109.D\data.ms (-895) (-) m/z 105.10 100.00%
105.1
5000 134.1
51 1 77‘ ! 7.00 7.20 7.40 7.60
| u‘ T 1 S A%42 7 119,10 78.07%
m/z--> 20 40 80 100 120 140
Abundance #17030. Benzene, 1,3-diethyl-
105.0
134.0
5000
7.00 7.20 7.40 7.60
m/z 134.05 46.12%
270 51.0 77.0
O\\‘\‘\‘\.H\\"‘\‘\‘\\“\‘\\\m‘\\}‘\“u'”\\‘}“l\\\“\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 91.05 34.83%
91.0
39.0 65.0
ol280 | T T 3%
miz--> 20 40 60 80 100 120 140
Abundance #17029: Benzene, 1,4-diethyl-
105.0 7.00 7.20 7.40 7.60
m/z 117.05 23.63%
5000 134.0
77.0
27.0 51 ‘
om_mww_H\‘,‘uﬂ”u\ww‘
m/z--> 20 40 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_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 4,7-Methanoindene, 3a,4,5,6... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.504 2.78 ng 98491 1,4-Dichlorobenzene-d4 7.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14 002825-86-7 94
2 4,7-Methano-1H-indene, 2,3,3a,4,... 134 C1@H14 002826-19-9 94
3 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C1eH14 004488-57-7 94
4 4,7-Methano-1H-indene, 2,3,3a,4,... 134 C1eH14 ©19398-83-5 78
5 Tricyclo[4.2.1.0<2,5>]non-3-ene 120 C9H12 007078-40-2 72
Abundance Scan 921 (7.504 min): BF138109.D\data.ms (-918) (-) m/z 66.05 100.00%
66.0
5000
91.0 A ﬂ A
P e e e
39.0 | ‘H 134 0 7.20 7.40 7.60 7.80
0 "w‘““‘mm‘u“Jm‘_HWWHH_MHHZ‘Q?? m/z 67.05 41.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17137: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, e
66.0
5000 L L B R I R
7.20 7.40 7.60 7.80
39.0 91.0 1340 m/z 91.05 26.40%
O \\\‘\H\\‘i“\\‘\‘\‘\\\\mi\\‘U\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17143: 4,7-Methano-1H-indene, 2,3,3a,4,7,7a-hexahydr
66.0
7.20 7.40 7.60 7.80
5000 m/z 92.10 18.28%
91.0
39.0 ‘ 134 0
NEPY R T N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17121: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene
66.0 7.20 7.40 7.60 7.80
m/z 93.10 16.99%
5000
39.0 ‘ 134 0
o 150\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

8270-BF053124.M Tue Jun 04 12:41:40 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.663 3.50 ng 124083 1,4-Dichlorobenzene-d4 7.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 94
2 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 91
3 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 89
4 2-tert-Butyltoluene 148 C11H16 001074-92-6 83
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 83
Abundance Scan 948 (7.663 min): BF138109.D\data.ms (-944) (-) m/z 133.05 100.00%
138.1
105.1
5000
77.0
43.0 7.40 7.60 7.80 8.00
0’ o1 m/z 105.10  79.81%
miz--> 20 40 60 80 100 120 140
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 7.40 7.60 7.80 8.00
m/z 131.05 48.007%
0 \1\5\.(‘) T ‘\1%\()\ ‘\5\8‘01‘ T \77“‘0\ T ‘\ ™ il ‘i“‘i Tt ‘\‘\ ‘]\- \0\.(\)‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #26276: Ethanone, 1-(2,4-dimethylphenyl)-
133.0
105.0 7.40 7.60 7.80 8.00
5000 m/z 91.05 41.55%
77.0
43.0 H
ol bl ] 1900
m/iz--> 20 40 60 80 100 120 140
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)- H A e
133.0 7.40 7.60 7.80 8.00
m/z 148.20 35.45%
5000 105.0
77.0 ‘ ‘
07 “‘1‘,1"9“‘5‘9"%‘ ‘ ““‘HH“M “M ‘ m“ R
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF053124.M Tue Jun 04 12:41:41 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.716 2.18 ng 148601 Naphthalene-d8 8.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 92
2 1,2,3,4-Tetrahydro-1-naphthalene... 278 C16H26SSi 1000470-19-4 43
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 30
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 30
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 30

Abundance Scan 957 (7.716 min): BF138109.D\data.ms (-953) (-) m/z 131.05 100.00%

131.1
5000
67.0 95.1
41.0 ‘ ‘ 7.40 7.60 7.80 8.00
S YO I e w/z 95.18  30.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 L L R R IR B
7.40 7.60 7.80 8.00
91.0 m/z 67.05 25.01%
O\‘2\7‘\.\0\“?\:"‘\;(\)“”\\\“H‘M“\HH‘\‘U‘!\‘\\H‘\\H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170977: 1,2,3,4-Tetrahydro-1-naphthalenethiol, S-(tert-k
131.0
R EEE e
7.40 7.60 7.80 8.00
5000 m/z 91.05 23.37%
91.0
29.0 | 57\0 I “ I M 187.0 22\10
L AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- R A REanaaEsm
131.0 7.40 7.60 7.80 8.00
m/z 94.10 15.98%
5000
91.0
39.0 63.0
0’ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00

8270-BF053124.M Tue Jun 04 12:41:43 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26

Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 9 Benzene, (2-methyl-1-butenyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.957 3.20 ng 217580 Naphthalene-d8 8.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 81
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 81
Abundance Scan 998 (7.957 min): BF138109.D\data.ms (-993) (-) m/z 131.05 100.00%
131.1
5000
91.0
1151
510 ‘ 14*8.1 7.60 7.80 8.00 8.20
0Lt 9 il L1883 110 05 36.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
7.60 7.80 8.00 8.20
115.0 m/z 91.85 33.60%
39.0 65.0 m | 147.0
0 T ity \“‘\ \‘\‘\ T \‘\‘ T \“‘ -4 ‘W\ T \“ \‘1“\ T \H\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
R SR
7.60 7.80 8.00 8.20
5000 m/z 146.05 26.30%
51.0 0 uso 147.0
0‘“““‘W‘NM?%R‘ut“W‘WM‘WH“JV“‘H‘
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 7.60 7.80 8.00 8.20
m/z 115.10 21.10%
5000
91.0 115.0
30 eso 7T o
o S Pt O S | T e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF053124.M Tue Jun 04 12:41:44 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26

Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 10 2,2-Dimethylindene, 2,3-dih... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.993 2.07 ng 141091 Naphthalene-d8 8.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 87
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
Abundance Scan 1004 (7.993 min): BF138109.D\data.ms (-1001) (-) m/z 131.05 100.00%
131.1
5000 T
91.1
s00 641 ‘ 11‘5"1 14‘7-2 7.60 7.80 8.00 8.20 8.40
o320 e 1831y 9110 26.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 | B N LR B I
7.60 7.80 8.00 8.20 8.40
o 91.0 115.0 o m/z 146.05 26.06%
O ‘\\\\‘ \\‘\.‘\ “}‘\7\5\19\ \“} T ‘H\‘\ \H“ \‘U‘! T ‘ \HW'\ T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
7.60 7.80 8.00 8.20 8.40
5000 91.0 m/z 119.10 15.79%
39.0 115.0
‘ 65.0 ‘ ‘ 147.0
R R P A Y
Ol il p gl bl Wl
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
yclo[ ] propy
131.0 7.60 7.80 8.00 8.20 8.40
m/z 115.10 15.57%
5000
91.0
39.0 1150
63.0
1 O P O I Y .
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

8270-BF053124.M Tue Jun 04 12:41:46 2024



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26

Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 11 1-Penten-3-o0l, 1-phenyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.592 2.02 ng 137824  Naphthalene-d8 8.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Penten-3-0l, 1-phenyl-
2 Benzene, 1,3,5-triethyl-
3 4,5-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16

5 Mesitylacetic acid

162 C11H140
162 C12H18

178 C11H1402

034862-94-7 64
000102-25-0 55
1000188-08-0 46
004218-48-8 43
004408-60-0 38

Abundance Scan 1106 (8.592 min): BF138109.D\data.ms (-1104) (-) m/z 133.05 100.00%
1338.1
5000 105.1 162.2
57.0
7l 8.20 8.40 8.60 8.80 9.00
] 182.2 .
0! pll b elh o SRS m/z 119.10 73.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37803: 1-Penten-3-ol, 1-phenyl-
1338.0
5000 162.0 LAYl L
55.0 105.0 8.20 8.40 8.60 8.80 9.00
770 m/z 105.10 45.90%
mo | L
O\\\‘\‘\“\\“‘\\‘\\“\‘\\\H‘\\\‘\“\\{‘\}“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37926: Benzene, 1,3,5-triethyl-
133.0
R R SRR
8.20 8.40 8.60 8.80 9.00
5000 105.0 162.0 ITI/Z 162.20 41.61%
77.0 ‘
39.0
S SO Y A N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37634: 4,5-Dimethyl-3H-isobenzofuran-1-one
133.0 8.20 8.40 8.60 8.80 9.00
m/z 91.05 30.53%
5000 162.0
105.0
77.0
0 \\\‘2\7‘1.\0\“?\:“.1:?“\‘\\‘\““\\‘\\“‘\“\\‘\‘\\1‘\‘\“\\\“‘\\\\‘\\\ R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF053124.M Tue Jun 04 12:41:47 2024

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\

Data File : BF138109.D

Acqg On : 03 Jun 2024
Operator : CG\JU
Sample : P2660-03
Misc

16:26

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M

Quant Title

TIC Library : C:\Datab
TIC Integration Paramete

ase\NIST20.L
rs: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 Benzene,
R.T. EstConc

8.869 3.17 ng

pentamethyl- Concentration Rank 7
Area Relative to ISTD R.T.
"""""""""""""""" 215013  Naphthalene-ds  8.316
D MW MolForm CASH# Qual

Hit# of 5 Tentative

1 Benzene, pentamethyl-
2 1,5,6,7-Tetramethylbi
3 Benzene, 1,3-dimethyl
4 3,4-Dimethylcumene

148 C11H16
cyclo[3.2.0... 148 Cl1l1lH16
-5-(1-methy... 148 C11H16

148 C11H16

5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16

000700-12-9 93
134329-46-7 90
004706-90-5 90
1000370-34-1 87
004920-99-4 86

Abundance Scan 1153 (8.869 min): BF138109.D\data.ms (-1149) (-)
133.1

5000
91.1
0 “39\1?51 J‘W‘H,u“Mmw‘ww‘ml??:lmw
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
133.0
5000
91.0
0 T \1\5\.(‘)\ g \3\9“‘.(\)\‘\‘ \G‘ﬁ.\ow \““ T \‘\‘\ "\‘\ \M‘“ T M‘\ T \‘\‘\ T
m/z--> 0 20 40 60 80 100 120 140 160 180

5000

41.0

Abundance #26435: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
138.0

105.0
79.0

Oy

m/z--> 0O 20 40 60 80 100 120 140 160 180

Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-

m/z 133.05 100.00%

~

8.60 8.80 9.00 9.20

m/z 148.20 42.06%

-

8.60 8.80 9.00 9.20

m/z 91.10 11.32%

3

8.60 8.80 9.00 9.20

m/z 134.05 10.70%

=

133.0 8.60 8.80 9.00 9.20
m/z 115.85  8.58%
h ﬁAKNM“%MWﬂAWbAﬂﬂQVANW
39.0 91.0
15.0 65.0
N O 00l PR O A N LA N G
miz--> 0 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF053124.M Tue Jun 04 12:41:49 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.781 2.37 ng 143993  Acenaphthene-di10 10.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
2 Dodecane 170 C12H26 000112-40-3 58
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 52
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 52
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 52

Abundance Scan 1308 (9.781 min): BF138109.D\data.ms (-1305) (-) m/z 57.10 100.00%

57.1
5000
193.2 ﬂﬂﬁﬁ%WAﬂmkmwuﬂvk
97.1 e —
‘ ‘ ‘141.0 9.50 10.00
[ \MM‘”“‘“‘Hw”“w VS VR — m/z 71.10  95.68%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 e R
9.50 10.00
m/z 43.10 74.12%
99.0
0 L‘ | 1) 1410 1830 2300 296
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #45480: Dodecane
57.0
—— —
9.50 10.00
5000 m/z 85.10 49.42%
98.0 170.0
oLzeol LI 00 e
m/iz--> 50 100 150 200 250
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester I e e e
43.0 9.50 10.00
m/z 41.10 41.44%
5000 85.0 W
ol i LA 1250 1805170 e
m/z--> 50 100 150 200 250 9.50 10.00

8270-BF053124.M Tue Jun 04 12:41:50 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 14 Naphthalene, 1,6,7-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.316 2.01 ng 122025  Acenaphthene-di10 10.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 92
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87

Abundance Scan 1399 (10.316 min): BF138109.D\data.ms (-1396) (- m/z 170.05 100.00%
170.1

w b
BPLICNTi
216.2 10.00 10.50
0 192.0 ~°0- m/z 155.10  98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
5000 M7 ‘ UL
10.00 10.50
m/z 169.10 22.93%
5127.0 510 760 1020 1280 M ]
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\f\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
A AA‘ ‘Mm‘/\'/\‘ —
10.00 10.50
5000 ITI/Z 153.05 20.53%
128.0
63.0 ‘
o 0050 mo |||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl- M : P
170.0 10.00 10.50

m/z 71.10 17.77%

5000

128.0
51.0 Il ?1".0 lOG.Q Il Ll “

Ot e e e e e e e — T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 03

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
BF138109.D

Jun 2024 16:26

¢ CG\JU
. P2660-03

. 15

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.710 3.25 ng 197843  Acenaphthene-di10 10.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
2 Heptacosane 380 C27H56 000593-49-7 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 62
4 Hexacosane 366 C26H54 000630-01-3 62
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 58

Abundance Scan 1466 (10.710 min): BF138109.D\data.ms (-1461) (- m/z 57.10 100.00%
57.1
- AkaAuLwAﬂﬂvwﬂ\MNm
165.1 T e
Fg 1 ‘ 10.50 11.00
O bbb L 2072 hz 71.1@ 56.69%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 b st
10.50 11.00
m/z 43.10 45.32%
L ﬂ | 14101830 2390
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
10.50 11.00
5000 m/z 85.05 26.80%
0 ] \‘ | F ‘%410183022502670 323.0 380.
H“‘ L e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 25.03%
- WL
‘ 98.0
obd bt ta0t8e0 S
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.981 5.38 ng 273113  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 1512 (10.981 min): BF138109.D\data.ms (-1508) (- m/z 57.10 100.00%
57.1
o M
—
‘ ‘ | ‘11‘3‘1 83.2 11.00
ol bl ag82, 2191 3830 ., 7110 81.75%
miz-> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
11.00
113.0 ITI/Z 43.10 51.06%
‘ ‘ ‘ ‘ 183.0
O T “\ ‘\‘ ‘\ H‘ \“ T “‘ \‘ \“\ \‘ “\ T \“ T ‘ T T ?!5‘3;0\ T T ‘ T LI
miz-> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—
11.00
5000 m/z 85.10 34.09%
113.0 183.0
o L[], 3880 asso
miz--> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl- —
57.0 11.00
m/z 41.10 22.60%
5000
112.0
0 L .
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.445 2.47 ng 125357  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 86
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1591 (11.445 min): BF138109.D\data.ms (-1588) (-} | m/z 57.10 100.00%
57.1
20 i ﬂuwwNWMNﬁm¢ﬂwMJLmv
113.1 T
LT e 92
O bbb e e S m/Z 71.10  78.32%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #141057: Octadecane
57.0
5000 R
85.0 11.50
29.0 m/z 43.10 48.15%
\H‘HH‘H\\‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
——
11.50
5000 85.0 m/z 85.10 43.577%
113.0
29.0 141.0
N O O 8 O N LY
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #168307: 2-Bromotetradecane —
57.0 11.50
m/z 41.10 25.52%
85.0
5000
29.0
‘ ‘ ‘11301410 197.0
o SN A s At S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060324\
Data File : BF138109.D

Acqg On : 03 Jun 2024 16:26
Operator : CG\JU

Sample : P2660-03

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF053124.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|
Cyclohexane 2.187 4.8 ng 170875 1 7.028 709121 20.0
Butane, 2-metho... 2.411 139.8 ng 4956260 1 7.028 709121 20.0
Benzene, 1,4-di... 7.269 2.0 ng 72442 1 7.028 709121 20.0
Benzene, 1,2-di... 7.340 2.6 ng 93533 1 7.028 709121 20.0
Benzene, 1,3-di... 7.363 3.1 ng 111762 1  7.028 709121 20.0
4,7-Methanoinde. .. 7.504 2.8 ng 98491 1 7.028 709121 20.0
Benzene, 1-ethy... 7.663 3.5 ng 124083 1 7.028 709121 20.0
1H-Indene, 2,3-... 7.716 2.2 ng 148601 2 8.316 1361990 20.0
Benzene, (2-met... 7.957 3.2 ng 217580 2 8.316 1361990 20.0
2,2-Dimethylind... 7.993 2.1 ng 141091 2  8.316 1361990 20.0
1-Penten-3-o0l, 8.592 2.0 ng 137824 2 8.316 1361990 20.0
Benzene, pentam... 8.869 3.2 ng 215913 2 8.316 1361990 20.0
Heptadecane, 2,... 9.781 2.4 ng 143993 3 10.081 1216880 20.0
Naphthalene, 1,... 10.316 2.0 ng 122025 3 10.081 1216880 20.0
Pentadecane, 2,... 10.710 3.3 ng 197843 3 10.081 1216880 20.0
Pentadecane, 2,... 10.981 5.4 ng 273113 4 11.575 1015720 20.0
Octadecane 11.445 2.5 ng 125357 4 11.575 1015720 20.0

8270-BF053124 .M Tue Jun 04 12:41:59 2024 Pag 21



