LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc :

ALS Vvial : 12 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128365.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.334 514 518 521 rBV 38885 34458 1.28% 0.163%
2 5.457 532 539 540 rBvV 266793 247962 9.19% 1.174%
3 5.475 540 542 552 rVB 1348247 1269220 47.04% 6.012%
4 5.698 577 580 584 rBV 34268 30172 1.12% 0.143%
5 6.410 698 701 704 rBV 142416 116810 4.33% 0.553%
6 6.487 711 714 720 rBV 856625 782761 29.01% 3.707%
7 6.534 720 722 726 rVB 131038 116639 4.32% 0.552%
8 6.675 743 746 758 rVB 1054982 892390 33.08% 4.227%
9 6.857 773 777 780 rBV 575003 471625 17.48% 2.234%
106 6.910 782 786 793 rVB 413373 339467 12.58% 1.608%
11 7.034 804 807 810 rVB 467841 362644 13.44%  1.718%
12 7.098 814 818 820 rBV 66840 62526 2.32% 0.296%
13  7.169 826 830 832 rBV 50341 42427 1.57% 0.201%
14 7.245 840 843 845 rBV 50750 39591 1.47% 0.188%
15 7.316 852 855 857 rBV 78153 68134 2.53% 0.323%
16 7.339 857 859 862 rVB 58763 46446 1.72% 0.220%
17 7.387 863 867 869 rBV 168971 142144 5.27% 0.673%
18 7.428 869 874 877 rVB 1772127 1761075 65.27% 8.341%
19 7.534 890 892 895 rvB2 53265 38522 1.43% 0.182%
20 7.622 903 907 909 rBV 89456 74986 2.78%  ©.355%
21  7.645 909 911 916 rVB 163398 122284 4.53% 0.579%
22 7.704 916 921 924 rBV 38477 37559 1.39% 0.178%
23 7.804 936 938 943 rVB 97553 85659 3.17% 0.406%
24 7.869 943 949 953 rBV2 216978 217919 8.08% 1.032%
25 7.975 965 967 969 rBvV 47468 31586 1.17% 0.150%
26 8.139 986 995 997 rBV 717490 673628 24.97% 3.191%
27 8.157 997 998 1005 rVB 346205 299252 11.09% 1.417%
28 8.334 1024 1028 1030 rVB4 27428 33092 1.23% 0.157%
29 8.404 1037 1040 1047 rVB3 64814 88896 3.29% 0.421%
30 8.557 1063 1066 1072 rBV3 72361 116144 4.30% 0.550%
31 8.733 1091 1096 1099 rBV4 41461 47520 1.76% ©0.225%
32 8.851 1110 1116 1119 rBVS 23754 31601 1.17% 0.150%
33 8.951 1127 1133 1136 rBV 133099 121232 4.49% 0.574%
34 9.145 1160 1166 1169 rVB 66931 60979  2.26% 0.289%
35 9.216 1173 1178 1181 rVV 3138468 2698039 100.00% 12.779%
36 9.292 1187 1191 1193 rBV 45137 44456 1.65% 0.211%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc :

ALS Vvial : 12 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.386 1204 1207 1209 rBV 38891 34873 1.29% 0.165%
38 9.486 1217 1224 1226 rBV4 59759 95838 3.55% 0.454%
39 9.551 1232 1235 1238 rBV2 39559 49919 1.85% 0.236%
40 9.610 1242 1245 1248 rBV 360558 268053 9.94% 1.270%
41  9.798 1274 1277 1282 rVB2 51819 57945 2.15% 0.274%
42 9.898 1290 1294 1298 rVB 843897 695995 25.80% 3.296%
43  9.986 1306 1309 1315 rVB4 26615 43256 1.60% ©0.205%
44 10.063 1319 1322 1325 rBV2 32886 33165 1.23% 0.157%
45 10.098 1325 1328 1332 rVB2 29807 32443 1.20% 0.154%
46 10.216 1344 1348 1351 rBVS 23401 34041 1.26% 0.161%
47 10.692 1425 1429 1433 rBV 1899163 1717705 63.66% 8.136%
48 11.045 1487 1489 1497 rVB7 25799 40357 1.50% 0.191%
49 11.392 1544 1548 1551 rBV 649168 549999 20.39% 2.605%
50 11.904 1631 1635 1640 rBV 68182 87045  3.23% 0.412%
51 12.069 1660 1663 1666 rBV 39802 49045 1.82% 0.232%
52 12.104 1666 1669 1675 rVB4 45747 66474 2.46% 0.315%
53 12.627 1752 1758 1759 rBV5 21073 38469 1.43% 0.182%
54 12.980 1813 1818 1821 rBV 2544622 2239402 83.00% 10.607%
55 13.739 1937 1947 1955 rBV2 121902 387739 14.37%  1.836%
56 13.874 1966 1970 1977 rBV3 53661 103564 3.84% 0.491%
57 14.039 1995 1998 2002 rVB 517778 447781 16.60% 2.121%
58 14.133 2010 2014 2019 rVB 66278 71354  2.64% 0.338%
59 14.563 2081 2087 2094 rBV 180147 327052 12.12% 1.549%
60 15.015 2157 2164 2180 rVB4 243529 743957 27.57% 3.524%
61 15.327 2211 2217 2227 rBV3 74047 211320 7.83% 1.001%
62 15.527 2246 2251 2256 rBV 330706 399521 14.81% 1.892%
63 15.751 2285 2289 2297 rVB4 59659 140920 5.22% 0.667%
64 16.204 2361 2366 2375 rVB4 43027 123334 4.57% 0.584%
65 17.256 2539 2545 2557 rBV5 22401 75232 2.79% 0.356%

66 18.239 2704 2712 2725 rVB7 76248 297508 11.03% 1.409%

Sum of corrected areas: 21113151
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 May 2022 15:20
: CG\JU
: N2943-14

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
BF128365.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 12
R.T. EstConc Area Relative to ISTD R.T.
6.410 4.95 ng 116810 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 701 (6.410 min): BF128365.D\data.ms (-698) (-) m/z 105.05 100.00%
105.1
5000
77.0 6.00 6.20 6.40 6.60 6.80
0 o L 207.1 9
L A o o B AR m/z 120.10  28.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘HH‘HH“{\\H]\\‘HH‘H
6.00 6.20 6.40 6.60 6.80
m/z 77.00 11.43%
77.0
0 ;\5\-9\‘\\3\9“.\0\‘\\“\‘\\\M‘H‘M‘M\ \‘\H“\ T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 10.90%
79.0
w0 1
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60 6.80
m/z 78.95 8.64%
5000
39.0 77.0
0 "““H“‘HH‘;u”““u““““1‘“1‘”‘“““m‘uu‘mwmwm ‘MWHHJ‘\HJ\WHW/\
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.675 37.84 ng 892390 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 746 (6.675 min): BF128365.D\data.ms (-743) (-) m/z 105.05 100.00%
105.1
, 77‘-0 911 6.40 6.60 6.80 7.00
Obrprererrrer ST e 88O Ll sz 126,05 2e.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 A
5000 \H“/\H\A\’HH‘HH‘HH
6.40 6.60 6.80 7.00
m/z 77.05 13.22%
39.0 77.0 91.0
O \\’H\.\’\H‘\’HH“‘\H\i‘i‘\\\6‘:\3‘\"9\‘H\‘H‘\\H“HH‘\M!\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 119.18  11.60%
77.0
51.0 91.0
Obreprrrer 20 eS80 Ll
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A A |
Abundance #10705: Benzene, 1,2,4-trimethyl- “‘w“‘w“‘w“‘A“
105.0 6.40 6.60 6.80 7.00
m/z 91.10 11.35%
5000 120.0
28.0 77.0 910
N O PR T SOV N
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 7
R.T. EstConc Area Relative to ISTD R.T.
6.910 14.40 ng 339467 1,4-Dichlorobenzene-d4 6.857

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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 786 (6.910 min): BF128365.D\data.ms (-782) (-) m/z 105.10 100.00%

105.1
5000 120.1
39.0 631 0 910 6.60 6.80 7.00 7.20
oH_m_m‘HH“mmuwmw“1“””“”H_‘:me“uw m/z 120.10  39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 1200 \ \/\\‘\\\\‘\\\\’\\\\‘\\\\‘

6.60 6.80 7.00 7.20
m/z 77.00 13.17%

77.0
51.0 91.0
0H‘\\\\‘\2\\7\.‘0\\\\“\\Hi“\‘\\}“eﬂ‘.\(\)‘\\\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
VO Y O VY |
120.0 6.60 6.80 7.00 7.20
5000 m/z 91.05 9.94%
39.0 77.0 91.0
0b 230 e it M el il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 8.99%
120.0
5000
77.0 91.0
o150 380510640 " "0 ||
T e e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.034 15.38 ng 362644 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 78
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 53

Abundance Scan 807 (7.034 min): BF128365.D\data.ms (-804) (-) m/z 117.10 100.00%

117.1
5000
91.0
39.1 63.0 770 ‘ 6.80 7.00 7.20 7.40
Obrrrprrrrprerrpreetrereflere it ellli e m/z 118.05  54.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
11y7.0
5000 L L L L L I L B
6.80 7.00 7.20 7.40
390 ggp 91.0 m/z 115.10 34.70%
o e I
O\H‘H-H‘\\{\‘H\}’\H\M\H‘M\\‘\Hw‘\\H“HH‘\‘\H‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 }\
A
6.80 7.00 7.20 7.40
5000 m/z 91.05 17.09%
91.0
390 530 77.0
0m‘mw\m‘\\\\‘,\u\}‘1\H!‘M\‘\M‘M\\\\‘Um‘im‘u!\“uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10198: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.78%
5000 91.0
51.0 65.0
0m‘\m‘\2\\7(?\\\\‘,\u\i‘\\\1‘\‘\‘\\‘\\\‘1‘\\\\“MH‘\‘M‘HE\‘}HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1l-ethyl-2,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.316 2.89 ng 68134 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 855 (7.316 min): BF128365.D\data.ms (-852) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.1
39.0 65.1 ‘ ‘ 7.00 7.20 7.40 7.60
O e eredierefiersy e e bl m/z 134,05 31.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10  20.20%
39.0 65.0 ‘
O \\‘]-\\5\'\0‘\H‘\‘HH“‘\H\i‘\‘\\\’\H\‘\H‘“‘\H\‘\H\‘M‘\\‘\\U\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 16.02%
91.0 134.0
39.0 65.0 ‘ ‘
=
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 11.33%
5000
39.0 65.0 ‘
X S O 1 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, 1,2,3,5-tetramethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.645 3.63 ng 122284  Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
Abundance Scan 911 (7.645 min): BF128365.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000 134.1 ﬂ
91.0
390 650 7.40 7.60 7.80 8.00
Obreprrrrperrprrebbeer e e bbb m/z 134,05 39.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
7.40 7.60 7.80 8.00
m/z 91.05 18.99%
91.0
O H’:L\?\.\()‘\H‘\‘\ﬁ?"‘?\\“\‘\\1‘6\?\'\0‘\H‘\“\H\“H\\‘\‘\‘\\‘H‘\Ml\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.05 9.84%
91.0
0 H%?\.\O‘\H‘\‘\??"\O\Hi‘?‘\\\‘6\‘15‘\-\0‘\\\M“\H\“H\\‘\W\\‘H‘mluu‘\‘\‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0o-Cymene
119.0 7.40 7.60 7.80 8.00
m/z 117.05 8.87%
5000
134.0
91.0
41.0 65.0 ‘
0 \\’\\\\‘\H‘\‘\\\\“‘\H\“\\\H\‘\‘\‘\\‘\\\‘V‘\H\‘V\\\‘\W\\‘Hw?luu‘u‘u‘\u HH‘HH‘AAMWH,M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF052022.M Mon May 23 17:06:09 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20

Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 7 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.869 6.47 ng 217919 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 949 (7.869 min): BF128365.D\data.ms (-943) (-) m/z 117.10 100.00%
117.1
5000 Aj\
91.0 e e e
. 250 ‘ 154.1 7.60 7.80 8.00 8.20
0 bl P20l MLl myz 132,05 35.88%
m/z--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.60 7.80 8.00 8.20
m/z 115.10 30.94%
39.0 65.0 91.0 ‘ 135.0
0 \\\‘\‘\\\““\\“U\ “U\\”\“‘\\“\\“W\\“‘\‘“‘\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 119.10 30.70%
39.0 91.0
65.0 ‘
Y O PV RO N e
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
m/z 91.05 20.81%
5000
91.0
39.0
‘ 63.0
15.0 133.0 JL
0 | \‘ i \‘H ‘\’\m : ‘H}‘H Lyl “\ (LI
20 40 60 80 100 120

m/z-->

8270-BF052022.M Mon May 23 17:06:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20

Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 8 3,4-Dimethylbenzyl alcohol Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

8.557 3.45 ng 116144  Naphthalene-d8 8.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylbenzyl alcohol 136 C9H120 006966-10-5 97
2 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 94
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 81
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 68
5 3,5-Dimethylanisole 136 CS9H120 000874-63-5 64

Abundance Scan 1066 (8.557 min): BF128365.D\data.ms (-1063) (-)

m/z 91.05 100.00%

91.0
136.1
5000 107.1
39.0 65.0 R RARRRREEEE EmE
‘ ‘ ‘ | 8.20 8.40 8.60 8.80
Ol et gl ol A WL W gz 9310 83.41%
miz--> 20 40 60 80 100 120 140
Abundance #18893: 3,4-Dimethylbenzyl alcohol
136.0
93.0
5000 \‘\\\\‘\\\\’\\\\‘\\\V‘\
770 8.20 8.40 8.60 8.80
m/z 136.05 80.39%
‘ 119.0
O \J-\S\O‘\‘\\\“‘\\‘N\ ‘\\\“\\1‘\’”}\‘\”"‘\\\“H‘\\\\
miz--> 20 100 120 140
Abundance #18937. Benzenemethanol, 3,5-dimethyl-
136.0
91.0
R R BARmmmEIEE
8.20 8.40 8.60 8.80
5000 107.0 m/z 121.05 79.11%
39.0 65.0 ‘
RECTRT! mm B
miz-> 20 40 80 100 120 140
Abundance #18221: 1,3—Cyclohexad|ene, 1-methyl-4-(1-methylethyl)-
930 1210 8.20 8.40 8.60 8.80
m/z 77.05 50.87%
5000
77.0
41.0 ‘
137.0
0 15? : H‘ AL, T A ,u“l SO i LS A
m/z--> 80 100 120 140 8.20 8.40 8.60 8.80

8270-BF052022.M Mon May 23 17:06:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 trans-1-Phenyl-1-pentene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.486 2.75 ng 95838  Acenaphthene-dile 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 55
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 50
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 50
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 48
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 47

Abundance Scan 1224 (9.486 min): BF128365.D\data.ms (-1217) () m/z 117.05 100.00%
1

1r.1
146.0
5000
91.0
63.0 ST
39.0 ‘ ‘ 173.0 9.20 9.40 9.60 9.80
o‘HwHH“Mu“luw‘l‘w m/z 146.00  73.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24988: trans-1-Phenyl-1-pentene
117.0
5000
910 146.0 9.20 9.40 9.60 9.80
m/z 156.10  68.42%
39.0 65.0
TR R R | Y il m |
O\\\\‘\\\\“\\‘\\‘\‘\\\“\\\\‘\\\!“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 }\
e AL L
9.20 9.40 9.60 9.80
5000 ITI/Z 141.05 54.94%
77.0 115.0
51.0
27.0
Pl O RSPRU  N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0 9.20 9.40 9.60 9.80
m/z 115.05 49.95%
5000
128.0
ol 220 0w T oo Ll A
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF052022.M Mon May 23 17:06:11 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Tetradecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.904 3.17 ng 87045  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1635 (11.904 min): BF128365.D\data.ms (-1631) (- m/z 43.10 100.00%

43.1 73.0
5000
129.1
213.1 ]
T O e
Y 1 [ R o \“W““i““““““ Ahherrrbe m/z 0 73.00  94.00%
m/z--> 20 40 60 80 100120140160180200220240
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 ‘Zbd
185.0 12.
m/z 60.05 83.49%
Hl 228.0
O]\-ﬁ-‘()\‘\‘\\‘i‘}‘\\H!“‘\H\‘\‘H\‘Hﬂ)‘“‘\\“m‘\‘\‘H‘\H\‘H‘\\‘HH‘HH‘\!H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126202: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 ITI/Z 41.05 76.04%
129.0 242.0
199.0
| e .
YN 1A e S TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60690: Undecanoic acid T
60.0 12.00
m/z 55.10 73.89%
5000 29.0
129.0
87.0
H‘ \H ‘ ‘15701860
0Ll wquHWM‘H‘H‘W‘H‘_‘H‘M‘W‘H‘_‘H‘H‘W‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF052022.M Mon May 23 17:06:12 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.739 17.32 ng 387739  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 1947 (13.739 min): BF128365.D\data.ms (-1937) (- m/z 57.10 100.00%
57.1

. J\\/\‘/J\
—— —
‘ ‘ | ‘ 1412 197.2239.1282.0 1350 14.00
[ ‘H‘“_‘wmwH_m_m_m_m m/z 71.10  67.11%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
13.50 14.00
9.0 m/z 43.10 55.14%
Ol\ \d\ ‘ “‘ \h‘\h“ \“‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—— —
13.50 14.00
5000 ITI/Z 85.10 52.59%
ol ‘\\ “\\ H | 141-0183.0225.0267.0309.0 3650
e e athrh
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 13.50 14.00
m/z 41.10  21.23%
o W/\’\AA]\’\AUW\'
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i ‘w““ e e —— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF052022.M Mon May 23 17:06:13 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Heptadecyl heptafluorobutyrate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.874 4.63 ng 103564  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 91
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 87

Abundance Scan 1970 (13.874 min): BF128365.D\data.ms (-1966) (- m/z 57.10 100.00%
57.1
97.0
5000
| 25 o
160.1 2070 : :
ob— \“u a N H‘\ \“ ‘ H&%E% oty L \‘\2‘\4?':"'2‘8‘1-‘3- : m/z 43.10 88.28%
miz--> 50 100 150 200 250
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 — —
13.50 14.00
m/z 55.10  82.37%
39.0169.0 238.0
0 2‘7\“0 ‘\‘ : H‘\ ‘HH }‘\ ; \E-‘ J e \\‘ : ‘20‘2'}0‘ : “ - ‘28‘3"0‘
miz--> 50 100 150 200 250
Abundance #255606: Acetic acid, chloro-, octadecyl ester
57.0
97.0
P P
13.50 14.00
5000 ITI/Z 83.10 79.63%
40.0 207.0 .
0 2‘7‘\"0\“\ p ‘\\‘\‘ i) ‘h '71"7\‘3"0‘ ‘ T %5?9 , ‘2‘97"(
miz--> 50 100 150 200 250
Abundance #138525: 3-Octadecene, (E)- — —
69.0 13.50 14.00
m/z 97.05 77.23%
5000
29.0 11.0
oL 1 Ll | 11 1540 1060 2520 R
miz--> 50 100 150 200 250 13.50 14.00

8270-BF052022.M Mon May 23 17:06:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Triphenylphosphine oxide Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.133 3.19 ng 71354  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 72
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 37

Abundance Scan 2014 (14.133 min): BF128365.D\data.ms (-2010) (1 m/z 277.10 100.00%
277.1

5000
77.0 1501 199.0 - —
sag ‘ 1150 ‘ ‘ H - 14.00 14.50
0 "J"ww‘q%uww‘w‘wﬂ‘V“““ B SR m/z 278.10 36.06%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 A
152.0 14.00 14.50
m/z 77.05 26.38%
‘ 95.0
0 ‘\‘ \‘ “ l\\‘m‘m“ ‘L‘\L‘\‘Muh‘\\r‘ ‘\H\‘ }h‘\“ }\ e ama e o
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
— —
14.00 14.50
5000 ITI/Z 199.00 22.82%
.o 183.0
0 39# L \]T%ﬁo\‘”‘ L ‘\‘ ‘h 228.0
T L o Bl BN o S SR e
miz--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0 14.00 14.50

m/z 201.00  21.86%

5000

199.0
i
o

77.0

15
0 3%’% | 115.0 239.0, | | 347.0
N s R B PR a0

m/z--> 50 100 150 200 250 300 350 14.00 14.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20

Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: 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 14

Tetracosane, 11-decyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.563 14.61 ng 327052  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2087 (14.563 min): BF128365.D\data.ms (-2081) (-]
57.1

h‘ ‘| ; ‘1691 22512711 3549

100 150 200 250 300 350 400
#194590: Heneicosane

Iy J 4 (169.0 2250 296.0

100 150 200 250 300 350 400
#333755: Tetracosane, 11-decyl-

.0

.0
‘\ H | | 1690 2250 2810 3330 393.0

100 150 200 250 300 350 400
#298427: Octacosane

:Hll . 169.0 2250 281.0 337.0 394.0

m/z 57.10 100.00%

.

14.50
m/z 71.10 71.51%

%

14.50
m/z 43.10 56.97%

%

14.50
m/z 85.10 50.72%

%

14.50
m/z 55.05 21.73%

%

5000
oL L
m/z--> 50
Abundance
57.
5000
O T “\ "
m/z--> 50
Abundance
57
5000
(R
m/z--> 50
Abundance
57.
5000
ol
m/z--> 50

100 150 200 250 300 350 400

8270-BF052022.M Mon May 23 17:06:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.015 37.24 ng 743957  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 55
4 Campesterol 400 C28H480 000474-62-4 53
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 49

Abundance Scan 2164 (15.015 min): BF128365.D\data.ms (-2157) (- m/z 43.10 100.00%
43.1

5000

=
o
<
[S
a1
©
[
N
=
w
N

N \
15.00
m/z 55.10 63.29%

0 'H
m/z--> 0 50
Abundance #310597: .gamma.-Sitosterol

100 150 200 250 300 350 400

IS
w
o

5000 5.0 :

—
145.0 414.( 15.00
2130 303.0 m/z 57.10 57.58%

0 \
m/z--> 0 50

100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol

N
wW
o

—
15.00
5000 m/z 107.05 53.37%

0 |\
m/z--> 0 50
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- 7
3.0 15.00
m/z 81.10 48.64%

100 150 200 250 300 350 400

-

5000 91.0 145.0 382.0

o

l 2130 5890
ol 30 S
m/z-> 0 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.327 10.58 ng 211320  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2217 (15.327 min): BF128365.D\data.ms (-2211) (- m/z 57.10 100.00%
57.1
20 ML
15‘06 5.5‘56
71 . .
211.2 302.0
0‘Hwﬁlhﬂqumm,uH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H m/z 71.10 62.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — —
15.00 15.50
m/z 43.10 56.13%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘H\\‘HH‘\H\‘\H!]WHT[HT\‘TFH}H\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
— ——
15.00 15.50
5000 m/z 85.10 44 ,36%
3.0
ol HSO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl- “ T
57.0 15.00 15.50
m/z 83.05 20.19%
- M\AM
70 281.0
m/z--> 0 50 100150200250300350400450500550600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 unknownl15.751 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.751 7.05 ng 140920  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethyl-4-hydroxy-N-2-[6-me... 395 C18H25N305S 033406-86-9 38
2 [+]-2,4-Dihydroxy-3,3-dimethyl-N... 411 C18H25N306S 028124-68-7 35
3 2,2,4-Trimethyl-1,2-dihydro-quin... 189 C12H15NO 117330-56-0 27
4 4-Methyl-5-phenyl-imidazol-2(3H)... 174 C10H10N20 1000147-06-1 27
5 1,2,5-Trimethylindol-6-amine 174 C11H14N2 1000389-10-0 27

Abundance Scan 2289 (15.751 min): BF128365.D\data.ms (-2285) (1  m/z 174.10 100.00%

174.1
5000
T ‘ T T ‘ \w\
15.50 16.00
0- m/z 161.10  45.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #298560: 3,3-Dimethyl-4-hydroxy-N-2-[6-methoxy-8-quin
174.0
5000
41.0 15.50 16.00
m/z 187.10 40.49%
. \‘ M‘H i wﬁ o [l 202690 3950
m/z--> 50 100 150 200 250 300 350 400
Abundance #308356: [+]-2,4-Dihydroxy-3,3-dimethyl-N-[2-[N-(6-meth
174.0
15.50 16.00
5000 m/z 159.10  35.93%
43.0
o \H‘ | 8501309 | 2210 2820 3380 4114
“““ A
miz--> 50 100 150 200 250 300 350 400
Abundance #63826: 2,2,4-Trimethyl-1,2-dihydro-quinolin-8-ol
174.0 15.50 16.00
m/z 43.10 35.42%
3.0 130.0
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.204 6.17 ng 123334  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 80
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 72
5 Octacosane 394 (C28H58 000630-02-4 72
Abundance Scan 2366 (16.204 min): BF128365.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
5000 MJ\»‘\/\/Mk
07. 1600 1650
7.1 : :
284.0
o‘H‘“““"“P‘Em\wuuLuw_Hu_‘3‘5‘5“9‘_‘Hw‘_m_wm m/z 71.10 56.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 —r— ——
16.00 16.50
m/z 43.10 50.84%
oL U830 2950
‘\H[HH‘HTTHH’HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
16.00 16.50
5000 m/z 85.10 43.04%
ol 1Hf‘4247192‘|-970267033704070 491.0562.0
-t - A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #325756: Docosane, 11-decyl- T T
57.0 16.00 16.50
m/z 55.05 22.69%
- WWW
7.
M1 Y Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heptacosane, 1-chloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.256 3.77 ng 75232  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 74
2 Tetracosane 338 C24H50 000646-31-1 74
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
4 Tritetracontane 605 C43H88 007098-21-7 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 2545 (17.256 min): BF128365.D\data.ms (-2539) (- m/z 57.10 100.00%
57.1

5000 yf“wwwwmw/\WWmeWWWW
—— —
ol il | ““h“wwl' o e S m/z 71.180 66.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 —r ——
17.00 17.50
m/z 43.10 51.95%
O \‘ ‘ \“ H H Ll g 1 183 0 231 O 287 0 343 O 414 (
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
—— —
17.00 17.50
5000 m/z 85.10 49.11%
13.
b LLLLLIZD de00 220 w80 M/\MM
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — —
57.0 17.00 17.50
m/z 55.00  18.82%
bl L LT 2090 2250 oo mso
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknown18.239 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.239 14.89 ng 297508  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-((1S,2R,4aR)-5-(Acetoxymethyl)... 364 C22H3604 1000495-83-8 43
2 1H-[1,4]0xazino[4,3-a][1,3]benzi... 189 C1@H11N30 1000362-54-6 41
3 9-Methyltetracyclo[7.3.1.0(2.7).... 204 C15H24 1000215-30-5 30
4 5-Isopropylidene-6-methyldeca-3,... 204 C14H200 1000197-84-7 30
5 2,5-Dimethyl-4-phenyl-5,6-dihydr... 189 C12H15NO 1000285-85-0 27

Abundance Scan 2712 (18.239 min): BF128365.D\data.ms (-2704) (-, m/z 189.15 100.00%

43.0 189.2
5000 107.1
262.1
ﬂ‘ 3772 452, 18.00 18.50
0- AR RLESEEEEEN m/z 43.05 82.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273674: 5-((1S,2R,4aR)-5-(Acetoxymethyl)-1,2,4a-trime
189.0
105.0
5000 T —
43.0 18.00 18.50
m/z 107.10 43.10%
0 “\‘“‘L"d\‘l \“‘\ 1T \2\5“3\.\ \‘\?:\Lf.\ow L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #63547: 1H-[1,4]0xazino[4,3-a][1,3]benzimidazol-8-amin
189.0
— —
18.00 18.50
5000 ITI/Z 190.20 38.15%
79.0 133.0
YUV DY I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80270: 9-Methyltetracyclo[7.3.1.0(2.7).1(7.11)]tetradeca
189.0 18.00 18.50
m/z 81.00 36.44%
5000
41.0 970
ol Aol T
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128365.D

Acqg On : 20 May 2022 15:20
Operator : CG\JU

Sample : N2943-14

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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... 6.410 5.0 ng 116810 1 6.857 471625 20.0
Benzene, 1,2,3-... 6.675 37.8 ng 892390 1 6.857 471625 20.0
Mesitylene 6.910 14.4 ng 339467 1 6.857 471625 20.0
Indane 7.034 15.4 ng 362644 1 6.857 471625 20.0
Benzene, 1-ethy... 7.316 2.9 ng 68134 1 6.857 471625 20.0
Benzene, 1,2,3,... 7.645 3.6 ng 122284 2 8.139 673628 20.0
1H-Indene, 2,3-... 7.869 6.5 ng 217919 2 8.139 673628 20.0
3,4-Dimethylben... 8.557 3.5 ng 116144 2 8.139 673628 20.0
trans-1-Phenyl-... 9.486 2.8 ng 95838 3  9.898 695995 20.0
Tetradecanoic acid 11.904 3.2 ng 87045 4 11.392 549999 20.0
Heneicosane 13.739 17.3 ng 387739 5 14.039 447781 20.0
Heptadecyl hept... 13.874 4.6 ng 103564 5 14.039 447781 20.0
Triphenylphosph... 14.133 3.2 ng 71354 5 14.039 447781 20.0
Tetracosane, 11... 14.563 14.6 ng 327052 5 14.039 447781 20.0
.gamma.-Sitosterol 15.015 37.2 ng 743957 6 15.527 399521 20.0
Tetratetracontane  15.327 10.6 ng 211320 6 15.527 399521 20.0
unknown15.751 15.751 7.0 ng 140920 6 15.527 399521 20.0
Heneicosane, 11... 16.204 6.2 ng 123334 6 15.527 399521 20.0
Heptacosane, 1-... 17.256 3.8 ng 75232 6 15.527 399521 20.0
unknown18.239 18.239 14.9 ng 297508 6 15.527 399521 20.0
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