LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc :

ALS Vvial : 11 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127123.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.751 241 249 255 rBV 24735 46662 1.28% 0.189%
2 5.510 544 548 551 rBV 1646429 1397768 38.37% 5.676%
3 6.445 703 707 710 rBV 170804 139163 3.82% 0.565%
4 6.516 715 719 725 rVV 1046808 910978 25.01%  3.699%
5 6.575 725 729 732 rVB 232594 207555 5.70% 0.843%
6 6.886 779 782 785 rBV 646366 565694 15.53%  2.297%
7 6.945 788 792 795 rBV 944088 749436 20.57% 3.043%
8 7.069 810 813 816 rVB 308462 238968 6.56% 0.970%
9 7.133 820 824 832 rvB2 131591 130023 3.57% 0.528%
106 7.204 832 836 838 rBV 69374 61389 1.69% 0.249%
11 7.281 845 849 857 rVB 91708 93216 2.56% ©0.379%
12 7.422 867 873 875 rBvV 207671 194498 5.34% 0.790%
13 7.457 875 879 882 rVB 2458938 2314067 63.53% 9.396%
14 7.533 887 892 895 rBV2 66588 72227 1.98% 0.293%
15 7.569 895 898 901 rBV 105090 83082 2.28% 0.337%
16 7.651 910 912 914 rBV 97285 84117 2.31% 0.342%
17 7.681 914 917 920 rVB 301585 229780 6.31% 0.933%
18 7.716 920 923 928 rVB2 51095 49943 1.37% 0.203%
19 7.833 937 943 949 rBV3 177072 191883 5.27% 0.779%
20 7.904 949 955 958 rBV 429583 393554 10.80%  1.598%
21 8.010 971 973 975 rVB 64610 45375 1.25% 0.184%
22 8.069 980 983 987 rBV 71177 62576 1.72% 0.254%
23 8.122 987 992 995 rBvV3 51619 71504 1.96% 0.290%
24  8.175 995 1001 1006 rVV 923401 922186 25.32%  3.745%
25 8.216 1006 1008 1011 rVB 56811 43490 1.19% 0.177%
26  8.328 1024 1027 1030 rBV3 51838 66052 1.81% 0.268%
27 8.363 1030 1033 1036 rVV 185688 173611 4.77% 0.705%
28 8.433 1039 1045 1053 rVW 726010 732900 20.12% 2.976%
29 8.639 1077 1080 1084 rBV3 80503 119286 3.27% 0.484%
30 8.763 1097 1101 1105 rVB3 95004 88824  2.44% 0.361%
31 8.980 1134 1138 1143 rBV4 70866 153550 4.22% 0.623%
32 9.022 1143 1145 1149 rVB3 52070 61320 1.68% 0.249%
33 9.175 1168 1171 1174 rWV 145128 101620 2.79% 0.413%
34 9.210 1174 1177 1179 rVWW2 63748 66366 1.82% 0.269%
35 9.251 1179 1184 1187 rVB 4419507 3642508 100.00% 14.790%
36 9.416 1210 1212 1218 rVB2 75900 84678 2.32% 0.344%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc :

ALS Vvial : 11 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.516 1226 1229 1235 rVB4 76166 93154 2.56% ©.378%
38 9.592 1238 1242 1244 rBV2 42100 71833 1.97% 0.292%
39 9.675 1250 1256 1259 rBV4 37829 62139 1.71% 0.252%
40 9.733 1263 1266 1272 rVB4 64340 88957 2.44% 0.361%
41  9.833 1277 1283 1288 rVB4 110171 124130 3.41% 0.504%
42 9.886 1288 1292 1294 rBV 70420 57212 1.57% 0.232%
43  9.933 1296 1300 1304 rVV 1072518 903543 24.81% 3.669%
44 10.016 1311 1314 1322 rVB2 67357 85099 2.34%  0.346%
45 10.092 1322 1327 1329 rBV 75060 75793 2.08% 0.308%
46 10.251 1349 1354 1357 rBV2 73789 82037 2.25% 0.333%
47 10.327 1362 1367 1369 rVV2 60453 71138 1.95% ©.289%
48 10.351 1369 1371 1375 rVB3 40609 53488 1.47% 0.217%
49 10.727 1430 1435 1438 rBV 2847322 2631345 72.24% 10.685%
50 10.827 1450 1452 1462 rVB2 78942 103134 2.83% 0.419%
51 11.369 1541 1544 1546 rVB 70337 56244 1.54% 0.228%
52 11.421 1549 1553 1556 rBV 1050313 831297 22.82% 3.375%
53 11.580 1577 1580 1586 rBV 66181 69015 1.89% 0.280%
54 11.974 1645 1647 1650 rBV 80655 63063 1.73% 0.256%
55 13.010 1819 1823 1827 rVB 3466822 3444439 94.56% 13.986%
56 13.915 1971 1977 1978 rBvV3 50422 79783 2.19% 0.324%

57 14.068 1999 2003 2006 rBV 556750 488861 13.42%  1.985%
58 15.562 2252 2257 2265 rVB 388791 502094 13.78% 2.039%

Sum of corrected areas: 24627647
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127123.D\data.ms

4000000
3500000
3000000
2500000 7.457

2000000
5.510

1500000
6.516

1000000 6.945
Jﬁ 6.846
500000 7.069 76
6.48075 Ind. @%
T \‘\ TT \‘ TTTT TTTT TTTT TTTT TTT \‘ \3\\7\5‘%\ TT ‘\ TT \‘ TTTT ‘\ TT \‘ \Y\T‘ TTTT ‘\ TT \‘ TTTT ‘\ 1T ‘\ TT \‘ TTTT ‘\ TT \‘ TTTT ‘/\\\ \\j\ TTT \‘ TT \\rrﬂ\'%\“ \/\\\ lf..‘.?ﬁ

I I I I I
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF127123.D\data.ms
9.251

o

4000000
3500000 18810
3000000 10.727
2500000
2000000

1500000
9.933 11.421

1000000 8.175

5000007

691.580 11.974

ol 45 A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127123.D\data.ms

4000000
3500000
3000000
2500000
2000000
1500000
1000000

14.068
500000 15.562

13.915

O_"_T\A—\—\‘A\r\‘ T T

T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.445 4.92 ng 139163 1,4-Dichlorobenzene-d4 6.892

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-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 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 707 (6.445 min): BF127123.D\data.ms (-703) (-) m/z 105.10 100.00%
105.1
5000
120.1
A e
391 511 65.0 77‘.‘0 91‘.1 6.20 6.40 6.60 6.80
0 bbb i m/z 120010 28.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\\\‘\\\\‘J\\\\\‘\\\\’\\\
120.0 6.20 6.40 6.60 6.80
m/z 77.00 11.21%
270 39‘.0 51.0 650 77‘.0 91‘.0 ‘
OH‘HH‘HH“\H\“‘Hi“\‘\‘H“HH‘HHHH\‘\HH‘H‘H“‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R EEATEEEEE AR
6.20 6.40 6.60 6.80
5000 m/z 91.10 11.06%
120.0
79.0 91.0
ol 270380810 630 || | )
R AR B e e e S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl- e e
105.0 6.20 6.40 6.60 6.80
m/z 79.10 9.36%
5000
120.0
27.0 39‘.0 51.0 65.0 77‘.0 91.0 |
i RS R .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.575 7.34 ng 207555 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 729 (6.575 min): BF127123.D\data.ms (-725) (-) m/z 105.10 100.00%
105.1
5000
120.1
A A Rmma s
77.1 91.0
39.1 63.1 H ‘ | 6.20 6.40 6.60 6.80
O v dlpre bbb e m/z 120.10  28.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 \‘HH‘/\\\H‘HH‘HH’\
1200 6.20 6.40 6.60 6.80
m/z 77.10 12.42%
77.0 91.0
O \\‘:I\_?H()‘\H\‘\\3\?‘\0\H“H\\6‘:\}"\‘(\)\‘H\‘\“\H\“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
N ERmaa e
6.20 6.40 6.60 6.80
5000 m/z 91.00 11.81%
120.0
39.0 65.0 H Ll ‘
Ol eyt e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 6.20 6.40 6.60 6.80

m/z 79.10 11.41%

120.0
5000
77.0
39.0 91.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.945 26.50 ng 749436  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 792 (6.945 min): BF127123.D\data.ms (-788) (-) m/z 105.05 100.00%
105.1
5000 1201
77.0
39.0 630 ' 91‘ 1 I 6.60 6.80 7.00 7.20
Ol e e e m/z 120.10  37.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 1200 k \ﬂ‘uu‘uu‘uu’uu‘\

6.60 6.80 7.00 7.20
m/z 77.05 11.94%

77.0
51.0 91.0
H‘\\\\‘\2\\7\.‘0\\\\"\\Hi‘}‘\\‘\‘?ﬂho\‘\\\‘“‘\\H“HH‘\M1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl
105.0

o

120.0 660680700720
27.0 51.0 77.0 910 |
o) S BN R ... N NN SN | W R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 106.10 8.68%
5000
120.0
510 77.0 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.069 8.45 ng 238968 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58

4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 53

Abundance Scan 813 (7.069 min): BF127123.D\data.ms (-810) (-) m/z 117.05 100.00%

117.1
5000
91.0 AL S aaaas L
39.0 631 o ‘ 6.80 7.00 7.20 7.40
Ol bbbl i b 2OEL UL myz 128,10 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 \u‘u/\‘uu‘uu,’\/\\u

6.80 7.00 7.20 7.40
m/z 115.05 31.65%

91.0
39.0 63.0
0" L PuC 770 | 1040 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
1

T

6.80 7.00 7.20 7.40

o

5000 91.0 ITI/Z 91.05 16.64%
39.0 60 65.0 78.0
0H\H**\*29“(\)”*“\*”*ﬁ-”‘!\Mw*Hw\HH‘\“H:L\HL‘*'*C)!H}*‘\HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40

m/z 63.10 9.05%

5000
91.0

27.0 5%'0 6“5‘.0 7?'0 \“ 104.0 ‘\

O e P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:14:19 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.133 4.60 ng 130023 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
Abundance Scan 824 (7.133 min): BF127123.D\data.ms (-820) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0 Cpee e e
51.0 ‘ ‘ 6.80 7.00 7.20 7.40
0 H‘WHH‘HH‘,M‘H;‘M,MWHWm,euH‘:H‘,H‘:‘;Jw_ww m/z 119.10  96.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40
m/z 134.05 47.86%
41.0 65.0
O \\‘H\\‘%?“\9\\H"‘HHi‘\\\\’\‘\‘\\‘\Hm‘H\\"}‘\H‘\‘H\’H‘i‘{lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 30.98%
91.0
39.0 65.0
O it PR N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 19.11%
5000 134.0
270 519 91.0
0 \\‘H\\‘\H‘\“H\1"‘\\\\}‘UH1’\‘1‘\\‘?§‘1\?HH"‘\\H‘1”!\’\\‘\‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1,2-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.204 2.17 ng 61389 1,4-Dichlorobenzene-d4 6.892

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, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 836 (7.204 min): BF127123.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.1
39.0 65.0 | | 6.80 7.00 7.20 7.40 7.60
Obrrprrrrrere et el lll L myz 165,10 79.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
A
5000 [T T T T T T T T T T
134.0 6.80 7.00 7.20 7.40 7.60
77.0 m/z 134.05 37.74%
20 L) |
O \\‘H\\‘\\H‘H\\"‘\\H“‘H\HHH‘\H!‘H\\"}‘\H‘\‘M\’H‘}\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
6.80 7.00 7.20 7.40 7.60
5000 1340 m/Z 91.19 29.36%
77.0
ML SN TI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 16.06%
5000 134.0
91.0
390 650 | ‘
Obreprerrredirere ety el bbbt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:14:22 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.281 3.30 ng 93216 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 74
Abundance Scan 849 (7.281 min): BF127123.D\data.ms (-845) (-) m/z 105.10 100.00%
105.1
5000
134.1 A e e
39.0 77.0 7.00 7.20 7.40 7.60
e 290 Wl 9
O B A S L S B m/z 134.05  23.21%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 76.95 10.26%
77.0
O T T ‘2\7\'0\ \“ \5\17\.()\ “\‘\ T \M‘ T \‘i T ‘H‘\ \‘\“ T \‘\ ‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.10 9.68%
134.0
77.0
0150 | 390 e20 T ) ‘
B e o e B e o
mfz--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 106.10 9.68%
5000
134.0
o %0 | ) ool
O v b e e R e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:14:24 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.681 4.98 ng 229780  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91
Abundance Scan 917 (7.681 min): BF127123.D\data.ms (-914) (-) m/z 119.10 100.00%

119.1

5000 1341 ﬁ
91.0
390 650 7.40 7.60 7.80 8.00
Obrerrrrperrprorseer e o bbb m/z 134,05 38.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.05 19.44%
65.0
O H‘:L\?H()‘\H‘\‘HH“‘HH“\‘H\’\‘\‘H‘\H‘\‘\H\“\H\‘\‘\‘\\‘H‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 M[\ AK
A e e
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  9.66%
91.0
150 390 65.0 |
Y Y PR A RS NS VARSSIRY ) S

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

Abundance #17066: Benzene, 1,2,3,5-tetramethyl-

119.0 7.40 7.60 7.80 8.00
m/z 133.05 8.12%
134.0
5000
91.0
MO e L]

Oy by et e e b e el

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF021622.M Wed Mar 02 13:14:25 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.904 8.54 ng 393554  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 83
Abundance Scan 955 (7.904 min): BF127123.D\data.ms (-949) (-) m/z 117.10 100.00%
1171
5000
132.1
91.0
51.0 24, ‘ ‘ 7.60 7.80 8.00 8.20
0 HwW‘Mm‘;Mmw;‘HH‘“‘9‘”»‘””_mWHM‘NJHWw m/z 132.05  34.92%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11y7.0
5000 132.0
7.60 7.80 8.00 8.20
m/z 119.10 32.64%
39.0 65.0 91.0 ‘ ‘
O \\%ﬂ\p‘\\\\“H\\}‘UH\‘\‘\H\\‘\HM‘\H\‘\H\‘\‘\‘\\‘H!!‘H\‘M\‘H\‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16107: 1-Phenyl-1-butene
117.0
A ARy
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.10  29.24%
91.0
027076
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 19.31%
5000 132.0
390 g0 910 ‘ ‘ JL
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 7.60 7.80 8.00 8.20

8270-BF021622.M Wed Mar 02 13:14:28 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-ethyl-4-methoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.363 3.77 ng 173611 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methoxy- 136 CS9H120 001515-95-3 90
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 86
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 86
4 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 86
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 80

Abundance Scan 1033 (8.363 min): BF127123.D\data.ms (-1030) (-) m/z 121.05 100.00%
121.1

5000 M
91.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
Oyl LT m/z 136.05 35.11%
miz--> 20 40 60 80 100 120 140
Abundance #18919: Benzene, 1-ethyl-4-methoxy-
121.0
5000
8.00 8.20 8.40 8.60
m/z 91.05 24.90%
77.0
o 270 510 |7 | 1050 | 1370
\\\‘\\\\’\\\\“\\\\“\\\\‘\‘\\\‘\\\‘\“\\\\
miz--> 20 40 60 80 100 120 140
Abundance #18904: Phenol, 2-(1-methylethyl)-
121.0
e
8.00 8.20 8.40 8.60
5000 m/z 77.05 16.42%
77.0 103.0
0 18'0 39‘:0 55'()\\ ‘\ ‘\ ‘ 1 L 13\7.0
e B e e
miz--> 20 40 60 80 100 120 140
Abundance #18878: Phenol, 2-ethyl-5-methyl- B N AREERN
121.0 8.00 8.20 8.40 8.60
m/z 122.10 8.03%
5000
o 0L 1370
Ot Pl ‘W L B L o
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60

8270-BF021622.M Wed Mar 02 13:14:31 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.433 15.89 ng 732900 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H10e0 006351-10-6 87
2 1H-Inden-5-0l1, 2,3-dihydro- 134 CS9H1e0 001470-94-6 45
3 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 41
4 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 38
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 38
Abundance Scan 1045 (8.433 min): BF127123.D\data.ms (-1039) (-) m/z 133.05 100.00%
138.1
5000 91.1
115.
51.0
‘ ‘ H 8.20 8.40 8.60 8.80
Y JU‘ M Al el Tl 1492 s 101,05 85.45%
m/z--> 20 40 80 100 120 140
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro-
138.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘4\/\'\
8.20 8.40 8.60 8.80
010 1150 m/z 134.00 47.79%
51.0 ‘ ‘
0\\\’\\\\‘\\“\‘\“\‘\7\4\h‘\\\\“\‘\\H‘\\‘\‘\‘\\\\
miz--> 20 40 100 120 140
Abundance #17579.1H4nden—54ﬂ,23—dMydr0—
138.0
8.20 8.40 8.60 8.80
5000 m/z 91.10 39.00%
77.0 105.0
51.0
wo e ]
0 “‘,wh““‘ i WN‘HUM‘NM“«W PR R
m/z--> 20 100 120 140
Abundance #18879.PhenoL2—mhyL44nemyL R SABAEENEES
121.0 8.20 8.40 8.60 8.80
m/z 77.05 38.16%
5000
91.0
oL 270 S10s670| | | | 19O
R T L R e RRRRNEEE NS
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

8270-BF021622.M Wed Mar 02 13:14:34 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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, (1,2-dimethyl-1-pr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.639 2.59 ng 119286  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 74
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
Abundance Scan 1080 (8.639 min): BF127123.D\data.ms (-1077) (-) m/z 131.00 100.00%
131.0
AR SR e
39.0 o1 20 8.40 8.60 8.80 9.00
0 LA80L e 2808 /7 118,05 51.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

E

5000 91.0
8.40 8.60 8.80 9.00

39.0 m/z 91.05 50.21%

\
O' \‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

.

8.40 8.60 8.80 9.00
5000 m/z 146.20 31.54%

390 ‘
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 8.40 8.60 8.80 9.00

m/z 117.05  28.12%

o

E

5000

2

39.0 ‘
-

o,w“m‘euMmW‘U_ N — WAVANV RIS LV
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00

8270-BF021622.M Wed Mar 02 13:14:36 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34

Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Methylindan-2-one Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
s.9s0  3.33ng 153550  Naphthalene-ds 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-ome 146 CloHieo 035587-60-1 55

2 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C10H100
5 3-Buten-2-one, 4-phenyl- 146 C10H100

006072-57-7 42
017496-14-9 30
016017-24-6 22
000122-57-6 18

Abundance Scan 1138 (8.980 min): BF127123.D\data.ms (-1134) () m/z 131.05 100.00%
131.1

3

5000 771 1031
51-0 0'1 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
1741 8.60 8.80 9.00 9.20 9.400
(o m/z 121.05 80.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24910: 1-Methylindan-2-one

131.0

103.0

5000
51.0 77.0
26 0 | \‘ L H“
m/z--> 20 40 60
Abundance

100 120 140 160

#24957:lHJnden4:one,23—mhydn}34nemyh

131.0

5000 510 770 1030
27.0
ol “M‘h‘_“\}\”‘ “‘1“!“”‘”“”” ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
5000
103.0
77.0 ‘ m
OHH‘\WH‘H‘F\““ u“\‘”“‘”‘w” “‘}‘!““\H“HH ‘
miz--> 20 40 80 100 120 140 160

8270-BF021622.M Wed Mar 02 13:14:39 2022

=

8.60 8.80 9.00 9.20 9.40
m/z 146.00 67.53%

%

8.60 8.80 9.00 9.20 9.40
m/z 103.10 51.27%

3

T T T T T T T T T

8.60 8.80 9.00 9.20 9.40
m/z 142.05 49.67%

=

8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34

Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 14 7-Methylindan-1-one Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.175 2.25 ng 101620  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10H1e0 039627-61-7 76
2 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1@N2 000936-49-2 52
3 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10OH100 051932-70-8 52
4 1H-Benzimidazole-2-carboxaldehyde 146 C8H6N20 003314-30-5 50
5 Indane 118 C9H1e0 000496-11-7 46

Abundance Scan 1171 (9.175 min): BF127123.D\data.ms (-1168) (-)

m/z 117.10 100.00%

117.1 146.1
5000
91.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
39.0 ‘ “ ‘ 8.80 9.00 9.20 9.40
O bt L gz 146,05 87.15%
miz--> 20 60 80 100 120 140
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000
91.0 8.80 9.00 9.20 9.40
300 oo ‘ m/z 118.10  49.69%
O\’\\\\‘i‘\\“}‘\““‘H‘\”WM‘ \H}\"M\\H‘\\‘\\‘\\\\
miz--> 20 40 80 100 120 140
Abundance #25720: 1Hlnndazme 4,5-dihydro-2-phenyl-
117.0 L]LA
146.0 2~ 'NLYACAE
8.80 9.00 9.20 9.40
5000 m/z 115.05 38.39%
77.0
51.0
0+ ,%7Cq ‘q“‘J“ R A ?93;9 ‘1M il
m/z--> 20 80 100 120 140
Abundance  #24959: 1H-Indene-4-carboxaldehyde, 2,3-dihydro- AR EEmes LR SR
117.0 8.80 9.00 9.20 9.40
146.0 m/z 91.10 25.78%
5000
390 630 91.0
S RN U TR W R
m/z--> 20 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2,5-Dimethylphenylacetic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.516 2.06 ng 93154  Acenaphthene-d1e 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 55
aphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 47
,4-Dimethylbenzenacetic acid 164 C1OH1202 017283-16-8 46
,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 43
aphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 38

uih wNnPE
Z2wwz=2nN

Abundance Scan 1229 (9.516 min): BF127123.D\data.ms (-1226) () m/z 119.05 100.00%

119.1
156.1
5000 91.0
T \
“ ‘ ‘ 9.50
0L ‘H ‘muh ]T‘HMH ‘MH\HM l“‘“l“ MHH MHH m/z 156.10 55.98%
miz--> 20 40 60 80 100 120 140 160
Abundance #39278: 2,5-Dimethylphenylacetic acid
119.0
5000 \)/\ T T ‘ T }’\ /\\ ‘
164.0 9.50
00 91.0 m/z 164.10  45.75%
650 ‘ ‘
O \1\5\?\‘\ T \“‘ \‘ \“H\ ‘ \ T \“‘ T \ “\ “H‘\ J“ T \%4?'9\ ‘ \‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33142: Naphthalene, 2,3-dimethyl-
156.0
SN T
9.50
5000 m/z 91.00  39.55%
510 760 115.0
miz--> 20 40 60 80 100 120 140 160
Abundance #39276: 3,4-Dimethylbenzenacetic acid —— ‘
119.0 9.50
m/z 141.00 36.30%
5000
164.0
51.0 91.0
ob Ll O\A_Ww\muww‘m S PURPORY 117 Y W
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.833 2.75 ng 124130  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 78
5 1H-Inden-1-one, 2,3-dihydro-5,7-... 160 C11H120 006682-69-5 76

Abundance Scan 1283 (9.833 min): BF127123.D\data.ms (-1277) (-} m/z 160.05 100.00%

160.1
117.0
5000
91.0 S Ve

I
39 1 9.50 10.00
it

— ‘Mum b ML‘HM‘H‘Hw“L““H‘%ggﬁ m/z 117.00  77.88%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0

5000
91.0 950 10.00
m/z 115.00  40.71%
)

39.0 65.0
0 \1\5\(‘)\‘\H“H}‘\“HH”}“HH\"H‘H!‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

9. 50 10 00

o

5000 m/z 132.05 37.76%
91.0
51.0

|
R R R R R e e B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16137: 1-Methyl-2-phenylcyclopropane f”JH“&“QN‘ —
11v.0

\‘H \M m N T ‘
9.50 10.00
m/z 159.10 25.49%

o

5000
91.0

ol 20070 L SNHAU W)
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF021622.M Wed Mar 02 13:14:47 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzenesulfonamide, N,4-dim... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.827 2.48 ng 103134  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 87
2 benzenesulfonamide, N-(cyanometh... 224 C10H12N202S 1000400-88-5 59
3 4-Methylcoumarine-7-tosyloxy 330 C17H1405S 019055-87-9 58
4 N-(4H-1,2,4-Triazol-4-yl)-p-tolu... 238 C9H1ON402S 032585-76-5 53
5 4-Methyl-N-(1H-tetrazol-5-yl)-be... 239 C8HIN502S 006455-80-7 53
Abundance Scan 1452 (10.827 min): BF127123.D\data.ms (-1450) (- m/z 91.05 100.00%
91.0
155.1 = ——
39.1 ‘ | ‘ &2 L ) 10.50 11.00
ob bbbl 2924 827y 65,00 31.53%
miz-> 50 100 150 200 250 300
Abundance #60176: Benzenesulfonamide, N,4-dimethyl-
91.0
30.0
5000 = ity
10.50 11.00
185.0 m/z 155.05 20.94%
0 \‘\h\ ”‘ \‘L\”\ ‘1 “\ }‘1\3\9‘4\ T \“\ L B B
miz--> 50 100 150 200 250 300
Abundance #103460: benzenesulfonamide, N-(cyanomethyl)-N,4-dim
91.0
A My el
155.0 10.50 11.00
5000 m/z 185.10 18.22%
224.0
39.0
ot
miz--> 50 100 150 200 250 300
Abundance #236426: 4-Methylcoumarine-7-tosyloxy
91.0 10.50 11.00
m/z 92.05 16.19%
155.0
5000
39.0 330.C
0 ‘u Lo o Ll 195.0 238.0 L
e e e e
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Cetene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.915 3.26 ng 79783  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 86
2 1-Hexadecanol 242 C16H340 036653-82-4 74
3 Z-8-Hexadecene 224 C16H32 1000130-87-5 70
4 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 68
5 Cyclohexadecane 224 C16H32 000295-65-8 64

Abundance Scan1977(13915num BF127123.D\data.ms (-1971) (- m/z 57.05 100.00%

97.1
5000
——
‘ ‘ 180.9 216. 12450 282.1 14.00
0 rrprrrrith L m/z 83.10  98.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104592: Cetene
43.0
83.0
5000 T
14.00
0 m/z 55.10 98.21%
O T ‘ \‘\ T \“‘i T 1540 195.02240
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126374: 1-Hexadecano
43.0
83.0 —
14.00
5000 ITI/Z 43.05 92.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104593: Z-8-Hexadecene T
41.0 14.00
m/z 69.10 90.56%
83.0
224.0
5000
‘ 250
o\w\\wm%ow o
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127123.D

Acqg On : 01 Mar 2022 18:34
Operator : CG\JU

Sample : N1688-15

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-ethy... 6.445 4.9 ng 139163 1 6.892 565694 20.0
Benzene, 1-ethy... 6.575 7.3 ng 207555 1 6.892 565694 20.0
Mesitylene 6.945 26.5 ng 749436 1 6.892 565694 20.0
Indane 7.069 8.4 ng 238968 1 6.892 565694 20.0
Benzene, 1,4-di. 7.133 4.6 ng 130023 1 6.892 565694 20.0
Benzene, 1,2-di.. 7.204 2.2 ng 61389 1 6.892 565694 20.0
Benzene, 1-meth.. 7.281 3.3 ng 93216 1 6.892 565694 20.0
Benzene, 1,2,4,... 7.681 5.0 ng 229780 2 8.175 922186 20.0
1H-Indene, 2,3-... 7.904 8.5 ng 393554 2 8.175 922186 20.0
Benzene, 1-ethy... 8.363 3.8 ng 173611 2  8.175 922186 20.0
1H-Inden-1-01, 8.433 15.9 ng 732900 2 8.175 922186 20.0
Benzene, (1,2-d... 8.639 2.6 ng 119286 2 8.175 922186 20.0
1-Methylindan-2... 8.980 3.3 ng 153550 2 8.175 922186 20.0
7-Methylindan-1... 9.175 2.3 ng 101620 3  9.933 903543 20.0
2,5-Dimethylphe... 9.516 2.1 ng 93154 3 9.933 903543 20.0
Benzene, 1-meth... 9.833 2.8 ng 124130 3 9.933 903543 20.0
Benzenesulfonam... 10.827 2.5 ng 103134 4 11.422 831297 20.0
Cetene 13.915 3.3 ng 79783 5 14.068 488861 20.0
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