LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc :

ALS Vvial : 18 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-BF111522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131270.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.287 27 34 43 rVB 1512468 2035305 70.32% 10.273%
2 2.393 48 52 58 rBv2 35336 47004 1.62% 0.237%
3 4.522 407 414 420 rBV 30487 40641 1.40% 0.205%
4 4.581 420 424 431 rBV2 115956 155245 5.36% 0.784%
5 5.187 522 527 534 rBV 279620 295469 10.21% 1.491%
6 5.575 588 593 596 rBV 1408032 1262907 43.63% 6.375%
7 5.981 659 662 664 rBV 36851 34157 1.18% 0.172%
8 6.575 759 763 766 rBV 872946 789345 27.27% 3.984%
9 6.969 827 830 834 rBV 627851 520039 17.97% 2.625%
106 7.128 854 857 860 rVB2 37381 36383 1.26% ©0.184%
11 7.216 869 872 875 rVB2 140089 118098 4.08% 0.596%
12 7.293 882 885 886 rBV2 60638 55292 1.91% 0.279%
13 7.310 886 888 894 rVB 82595 73240  2.53% 0.370%
14 7.452 905 912 915 rBV 89384 103846 3.59% 0.524%
15 7.481 915 917 921 rVvv3 35180 49036 1.69% 0.248%
16 7.540 921 927 930 rVvVv2 1898329 1903320 65.76% 9.607%
17 7.616 937 940 944 rVB2 57282 68933 2.38% 0.348%
18 7.663 944 948 951 rBvV 77717 67905 2.35% 0.343%
19 7.722 953 958 960 rBV4 30000 45395 1.57% 0.229%
20 7.822 971 975 978 rBV 81953 77250 2.67% 0.390%
21  7.910 984 990 993 rBV3 55126 98001 3.39% 0.495%
22 7.946 993 996 999 rVB2 95303 88745 3.07% 0.448%
23 7.987 999 1003 1010 rBVv6 39394 66416 2.29% 0.335%
24  8.069 1014 1017 1020 rBV2 30178 33042 1.14% 0.167%
25 8.199 1035 1039 1043 rVB4 46407 51276 1.77% 0.259%
26 8.263 1045 1050 1052 rVVW 765320 735187 25.40% 3.711%
27 8.281 1052 1053 1057 rVB2 253872 146463 5.06% 0.739%
28 8.387 1065 1071 1074 rBV4 35166 44379  1.53% 0.224%
29 8.510 1089 1092 1095 rVB2 40338 40368 1.39% 0.204%
30 8.722 1124 1128 1130 rBV3 43233 47697 1.65% 0.241%
31 8.822 1140 1145 1147 rVB2 137109 127290 4.40% 0.643%
32 8.851 1147 1150 1153 rBV 96936 73858 2.55% 0.373%
33 8.881 1153 1155 1159 rvB3 32311 42015 1.45% 0.212%
34 8.928 1159 1163 1166 rBV4 98096 153068 5.29% 0.773%
35 8.993 1171 1174 1176 rBV2 43770 40066 1.38% 0.202%
36 9.093 1189 1191 1193 rBV 54123 36957 1.28% 0.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc :

ALS Vvial : 18 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-BF111522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.151 1198 1201 1206 rVV2 197799 179696 6.21% 0.907%
38 9.204 1207 1210 1213 rVB2 76025 74355  2.57% 0.375%
39 9.346 1229 1234 1237 rVB 3391017 2894537 100.00% 14.610%
40 9.469 1253 1255 1259 rBv2 36657 48842 1.69% 0.247%
41  9.510 1259 1262 1266 rVB 105445 110159 3.81% ©.556%
42 9.622 1278 1281 1287 rVB8 28167 43428 1.50% 0.219%
43 9.687 1287 1292 1298 rBV4 77485 113872 3.93% 0.575%
44  9.781 1302 1308 1309 rBvV2 85539 125333  4.33% 0.633%
45 9.798 1309 1311 1313 rVB 56349 39635 1.37% 0.200%
46 9.993 1337 1344 1345 rBV 74944 93597 3.23% 0.472%
47 10.028 1345 1350 1354 rVB 982244 863753 29.84% 4.360%
48 10.187 1374 1377 1379 rBV3 54088 48460 1.67% ©0.245%
49 10.216 1379 1382 1387 rVB6 55984 82317 2.84% 0.416%
50 10.263 1387 1390 1393 rBV3 56422 62407 2.16% 0.315%
51 10.345 1401 1404 1407 rBV2 74707 65834  2.27% 0.332%
52 10.387 1409 1411 1414 rVB2 60541 51744 1.79% 0.261%
53 10.457 1420 1423 1425 rVB2 64692 59380 2.05% 0.300%
54 10.492 1425 1429 1432 rVB2 63266 67262 2.32% 0.340%
55 10.645 1452 1455 1460 rBV2 91624 102352 3.54% 0.517%
56 10.745 1468 1472 1474 rVB4 36847 48559 1.68% 0.245%
57 10.822 1480 1485 1488 rBV 1888038 1745350 60.30% 8.810%
58 11.528 1601 1605 1608 rVB 747134 672949 23.25% 3.397%
59 11.634 1618 1623 1628 rVB3 33577 56084 1.94% 0.283%
60 12.045 1689 1693 1698 rVB2 87199 90826 3.14% 0.458%
61 12.834 1824 1827 1833 rVB2 51077 51652 1.78% 0.261%
62 13.122 1872 1876 1879 rBV 1843563 1599459 55.26% 8.073%
63 14.180 2052 2056 2060 rVB 435986 382355 13.21%  1.930%
64 15.727 2314 2319 2325 rBV 350653 433692 14.98% 2.189%

Sum of corrected areas: 19811527
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131270.D\data.ms
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Abundance TIC: BF131270.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.287 78.28 ng 2035310 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 34 (2.287 min): BF131270.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
5000 43.0
580 87.1
R B
‘ ‘ 220 240 2.60
O errerererrerre e L nyz a3.05  47.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
43.0 220 240 2.60
"~ 580 87.0 m/z 55.05  33.41%
29.0 ‘
0\\\‘\\\\‘\\\\‘\\\\"\\\\“\\‘\\‘\\f\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
s R
40 g 87.0 220 240 2.60
5000 ) m/z 87.10  27.29%
29.0
18.0 M\ H
O e ‘m TSNS 1 S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- A e e
73.0 220 240 2.60
m/z 41.05 15.65%
5000
43.0
15.0 29.0 H 59.0 88.0
[ S N WEMBI | A SR ML M
mlz--> 0 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.581 5.97 ng 155245 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 424 (4.581 min): BF131270.D\data.ms (-420) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
R R S Ramas v
66.9 4.20 4.40 4.60 4.80 5.00
0Frrrprrrrprrrr b b o e i m/Z 83.60 90.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 43.0 T
290 ' 98.0 4.20 4.40 4.60 4.80 5.00
' m/z 43.00 43.04%
Al ol 7o | ‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
P T TR T T
43.0 4.20 4.40 4.60 4.80 5.00
5000 m/z 39.00 30.23%
29.0
98.0
\‘ ‘\‘\ H‘\ 69.0 |
O Frrr et et R e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- “HHW/“\WHWA‘WW
55.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 98.00  29.63%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oHWH‘HWH‘_H:Um;‘;‘:lwm‘“;uuMwmu‘mw SN | S—
mlz--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 11.36 ng 295469 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 3-Octanol 130 C8H180 000589-98-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
Abundance Scan 527 (5.187 min): BF131270.D\data.ms (-522) (-) m/z 42.95 100.00%
43.0
59.0
5000
RS
650 101.0 4.80 5.00 5.20 5.40 5.60
Obrprrrrprrer et petili e e et || M/Z 59,00 54.55%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 EERRR RS R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 58.00 15.69%
0 27\\\ Ll | 830 1010
H‘H\\‘\H\‘HH‘H\\‘HH‘HH‘\H\‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
s RRRRE
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.00  15.13%
410 101.0
27.0 " 83.0
0‘W‘HW‘HW\HMJm‘_NMMHNMH‘_MH_‘H_‘H,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol [T T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.25%
5000
27.0 41.0 83.0
101.0
SIS N S Y. S IO | PG
miz--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 1,3-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.216 4.54 ng 118098 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 872 (7.216 min): BF131270.D\data.ms (-869) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
51.0 - ‘ 6.80 7.00 7.20 7.40 7.60
o e SEOL L MW L hyz 16510 99.37%
m/z--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 /}\\A\‘\\\\‘\\\\‘\/\\\\‘f\?\}
6.80 7.00 7.20 7.40 7.60
91.0 m/z 134.05 44.86%
39.0 . ‘
Ot T \‘\‘\ \“‘\ \““ \”“i‘\ T \‘H‘ T “‘H\ \M T \‘\ ™
m/z--> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 A
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.60  29.61%
91.0
41.0
MOl T A N N N
m/z--> 20 40 60 80 100 120 140 PA A
Abundance #17026: Benzene, 1,2-diethyl- M“H“‘H“‘H“H“‘
105.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 20.05%
5000 134.0
77.0
39.0
150 | || 1O ‘M I
L T
miz--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF111522.M Thu Nov 17 04:58:37 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 18
R.T. EstConc Area Relative to ISTD R.T.
7.293 2.13 ng 55292 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 92
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
3 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 74
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 70
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 68
Abundance Scan 885 (7.293 min): BF131270.D\data.ms (-882) (-) m/z 119.00 100.00%
119.0
134.1
91.0
5000
39.0
‘ M I ‘ ‘ 7.00 7.20 7.40 7.60
0 H_‘wHW“W\H‘UH MW!W!M ,m‘m‘mmw m/z 104.95  82.37%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
5000
134.0 7.00 7.20 7.40 7.60
77.0 m/z 134.05 60.45%
20 0 ) |
0 H‘HH‘HH‘H\\"‘\\H“‘H\HHH‘\H!‘H\\"}‘\H‘\Hl\’\\‘\\l\\\\‘\\‘\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
A UL L
7.00 7.20 7.40 7.60
5000 134.0 m/z 91.08 51.95%
91.0
U1 T T Y I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ,A A
Abundance #17115: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E- o e
119.0 7.00 7.20 7.40 7.60
91.0 m/z 109.00  34.06%
134.0
5000
39.0 65.0
0 H_m_m‘H"U‘W;H“H,m‘:u_Hl‘w,“‘H_‘!‘!M,HMWW‘HW
miz--> 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\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 10
R.T. EstConc Area Relative to ISTD R.T.
7.310 2.82 ng 73240  1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 72
3 1,3,8-p-Menthatriene 134 C1leH14 018368-95-1 72
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 64
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 58
Abundance Scan 888 (7.310 min): BF131270.D\data.ms (-886) (-) m/z 105.05 100.00%
105.1
5000 134.1 j\ /LJ\
770 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
51.0 ‘ ‘ “ 7.00 7.20 7.40 7.60
0 H‘WHH‘HH,HH;‘:HM,J:Hw!‘wm,mHMH,Hwa‘w m/z 119.10  76.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
7.00 7.20 7.40 7.60
77.0 m/z 90.95 38.47%
150 21 oy L
0\\‘H\\‘\\\‘\“H\\"\\H‘“H‘\H\\\‘\H1‘H\\"U\H‘Hl\’\\\\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 j
R e
7.00 7.20 7.40 7.60
5000 134.0 m/z 134.05 37.95%
91.0
41.0 65.0
Ol 200 T 200 W M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 I\ )\
Abundance #17024: 1,3,8-p-Menthatriene N A ‘}L‘
119.0134.0 7.00 7.20 7.40 7.60
91.0 m/z 117.05 21.24%
5000
41.0 65.0 ‘
0‘wH‘WHH_HL‘HJMHMWM‘H«HHJMW‘M‘J&MHW‘LWH P A e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF111522.M Thu Nov 17 ©4:58:38 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 3a,4,5,6,7,7a-Hexahydro-4,7... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.452 3.99 ng 103846 1,4-Dichlorobenzene-d4 6.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C10H14 004488-57-7 96
2 4,7-Methano-1H-indene, 2,3,3a,4,... 134 C10H14 002826-19-9 96
3 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14 002825-86-7 96
4 5-Allyl-2-norbornene 134 C10H14 031663-53-3 90
5 Tricyclo[4.2.1.0<2,5>]non-3-ene 120 C9H12 007078-40-2 72
Abundance Scan 912 (7.452 min): BF131270.D\data.ms (-905) (-) m/z 66.00 100.00%
66.0
5000 ‘A
36.0 91.0 1340 A et e
[ Lol ‘H 119.0 3% 7.20 7.40 7.60 7.80
bl b e I L sz 67,00 39.73%
miz--> 20 40 60 80 100 120 140
Abundance #17121: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene
66.0
5000 R e R EEmaa R
7.20 7.40 7.60 7.80
91.0 o
39.0 ‘ 134.0 m/z 91.00 22.42%
0 \1\5\.0‘ \M T \“N\ \“H\ “\‘} T \m" TT “\ "\M\ \1’\]?\0\ T T
miz—-> 20 40 60 80 100 120 140
Abundance #17143: 4,7-Methano-1H-indene, 2,3,3a,4,7,7a-hexahydr
66.0 ﬁ
R S AREAN R
7.20 7.40 7.60 7.80
5000 m/z 39.00  17.39%
91.0
39.0 ‘ 134.0
119.
ol 140 “;“ VI “”; L e
m/z--> 20 40 60 80 100 120 140
Abundance #17137: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, e R EAAREEaaEY
66.0 7.20 7.40 7.60 7.80
m/z 41.00 15.76%
5000
39.0 91.0 134.0
S TN T N W o 0 S
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80

8270-BF111522.M Thu Nov 17 ©4:58:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49

Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 8 2,2-Dimethylindene, 2,3-dih... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.616 2.65 ng 68933 1,4-Dichlorobenzene-d4 6.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 78
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 64
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 64
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 62

Abundance Scan 940 (7.616 min): BF131270.D\data.ms (-937) (-)

m/z 131.05 100.00%

|

[T T T T T T

7.20 7.40 7.60 7.80 8.00

m/z 105.00  65.52%

Ll

7.20 7.40 7.60 7.80 8.00

m/z 133.00 52.30%

7.20 7.40 7.60 7.80 8.00

131.1
105.0
5000
146.0
39.1 550 o ‘
04 —— W‘ “‘“MM‘\“HH“ \“ \HH‘\ "H‘\‘ \\” !H‘ “M‘H‘M\“‘ [
miz—-> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000
60 91.0 4450
0 T ’ T T T ‘ T ‘\.‘ T ‘ ‘H T 7\6\"‘9 T \“} T ’ ‘U T H‘ ‘ T ‘U‘! T ‘ \H\ T
miz--> 20 40 60 80 100 120 140
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000
91.0 146.0
1 D VR DO AP PR
miz—-> 20 40 80 100 120 140
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-

m/z 91.00 43.80%

/k

131.0 7.20 7.40 7.60 7.80 8.00
m/z 146.00  28.64%
5000
91.0
146.0
116.0
boil_| LI
0 ey ““‘ ) n I " HM el R RRREES EARSEARERL R
m/z--> 20 40 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF111522.M Thu Nov 17 04:58:40 2022



Data Path :
Data File :
: 16 Nov 2022 17:49
: CG\JU

: N5497-03

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\

BF131270.D

: 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9 Benzene, (2-methyl-1-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7822 2.1eng 77250  Naphthalene-ds 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94

004175-53-5 93
017059-48-2 91
000769-57-3 91
017057-82-8 91

2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14

Abundance Scan 975 (7.822 min): BF131270.D\data.ms (-971) (-) m/z 131.05 100.00%

131.1
5000
91.0 1150 146.1

39.0 550 49 ‘ ‘ ‘ 7.40 7.60 7.80 8.00 8.20
ol i 00 L Ll L g 146.e5 23.69%
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
146.0 j\ A
5000 91.0 ‘HH‘A\/\HWHAW\AH,\H
7.40 7.60 7.80 8.00 8.20
115.0 m/z 91.88 23.17%

39.0 650
0\‘\‘\\\‘\\\‘\‘\‘}

* L * \\‘\\}\ m\\m !\‘\H\\\
Miz> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

7.40 7.60 7.80 8.00 8.20

5000 m/z 115.00 20.17%
91.0 146.0
’ 115.0
R
m/z--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 7.40 7.60 7.80 8.00 8.20
m/z 116.00  13.72%
5000
146.0
39.0 64.0 91.0 115.0
O\%4p\\Mw\WH HUH\J‘\\L\‘N\\H‘\MJ\‘wh\
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00 8.20

8270-BF111522.M Thu Nov 17 04:58:41 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 1@ Benzene, (1-methyl-1-butenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.910 2.67 ng 98001 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 92
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 55
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 50
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
Abundance Scan 990 (7.910 min): BF131270.D\data.ms (-984) (-) m/z 131.05 100.00%
131.1
91.0
5000
11510 148.1
H 64.9 ‘ | 7.60 7.80 8.00 8.20
[ '] \\Uh“\“u‘\\\‘u‘h\\h\ HmHHu n “\lu‘du\‘\‘\’ A m/z 119.00 88.99%
miz--> 20 80 100 120 140
Abundance #25013.Benzene,(24nethyb1-buteny0-
131.0
5000 910
7.60 7.80 8.00 8.20
115.0 m/z 90.95 59.43%
39.0 65.0 m 147.0
1 1 L | | I
0\\\\‘\\\\“\\\‘\‘\‘\\\‘\\\\“ \\\‘\\!\’\H\\\
miz—-> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)- A
131.0
R AR S
91.0 7.60 7.80 8.00 8.20
5000 ' m/z 148.05  32.67%
115.0
27 0
\\\ 50 | “\ | 1470
om‘_m_w mmm‘ TR A
m/z--> 20 40 60 80 100 120 140
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 7.60 7.80 8.00 8.20
m/z 146.00 32.43%
5000
91.0
115.0
39.0 63.0 ‘ 4‘
L L PV NI B
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF111522.M Thu Nov 17 04:58:42 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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-Indene, 2,3-dihydro-4,7-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.946 2.41 ng 88745 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 87

4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 87
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87

Abundance Scan 996 (7.946 min): BF131270.D\data.ms (-993) (-) m/z 131.00 100.00%

131.0
5000
91.0
110. 7.60 7.80 8.00 8.2
%050 Ll Lt 0t
Ol b LR m/z 146.05  29.98%

miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000

7.60 7.80 8.00 8.20

91.0 m/z 91.00 28.78%
51.0 ‘ Ll
0\\\\‘\\\\’\\‘\‘\‘m\\\‘h‘\\‘}\“U\\!“\‘U‘\\‘\H\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 \
R e ARR
7.60 7.80 8.00 8.20
5000 m/z 115.05  20.41%
390 650 910 |
RN T PR TN N
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 7.60 7.80 8.00 8.20
m/z 116.00 13.34%
5000
91.0
15.0 39.0 630 ‘ (ﬁ) |

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF111522.M Thu Nov 17 04:58:43 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49

Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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, pentamethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.822 3.46 ng 127290 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 96
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87

4 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16

017851-27-3 87
134329-46-7 87

Abundance Scan 1145 (8.822 min): BF131270.D\data.ms (-1140) (-) m/z 133.00 100.00%
138.0
5000 AAA
0 8.40 8.60 8.80 9.00 9.20
39.0 65.0 . : : : :
0 bttt b ARl 1801 148 05 37.64%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
133.0
5000
8.40 8.60 8.80 9.00 9.20
91.0 m/z 91.00 11.10%
0 T \1\5\-?\ 't \3\9‘“’(\)\‘\‘ \G‘ﬁ.\ow \““ T \‘\‘\ “\‘\ \M‘“ T M‘\ T \‘\‘\ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
s e A RAREARAEEE S
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.05 9.82%
150 390 450 91.0
X A Y AP P P .1 O
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26348: 3,4-Dimethylcumene R e RARERRARE
133.0 8.40 8.60 8.80 9.00 9.20
m/z 115.00 9.63%
5000
105.0
41.0 77.0
ol 80 W b Ll A A e
miz--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF111522.M Thu Nov 17 04:58:43 2022

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49

Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 13 Benzene, (3-methyl-2-butenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.851 2.01 ng 73858 Naphthalene-d8 8.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 51
2 Tricyclo[5.2.1.0(2,6)]dec-4-en-8... 148 C10H120 1000191-39-7 46
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 42

4 1H-Indene, 2,3-dihydro-1,6-dimet... 146
5 Benzene, (1,1-dimethyl-2- propenyl)- 146 C11H14

C11H14

017059-48-2 38
018321-36-3 38

Abundance Scan 1150 (8.851 min): BF131270.D\data.ms (-1147) (-) | m/z 131.00 100.00%
131.0
82.0
5000
BPURT S TAFINL PV
8.60 8.80 9.00 9.20
0 m/z 82.00 82.30%
miz-—-> 20 40 60 80 100 120 140 160
Abundance #25004: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 e A e
8.60 8.80 9.00 9.20
39.0
65.0 m/z 91.00  32.74%
150
0\\5\0‘\‘ H‘ "““H“\H"“1““‘\‘#“J““!““"““
m/z--> 20 40 60 80 100 120 140 160
Abundance #26302: Tricyclo[5.2.1.0(2,6)]dec-4-en-8-one
82.0
R RRRREREE
8.60 8.80 9.00 9.20
5000 m/z 65.95 31.13%
39.0 148.0
65.0 05.0 :
ol bl A 100
m/z--> 20 60 80 100 120 140 160
Abundance #25058.Benzene,1-methyL3{1-methyLZﬁwopenyD- R A T A
131.0 8.60 8.80 9.00 9.20
m/z 146.05 30.08%
5000
91.0
39.0
65.0 J
o""‘t"m‘,m”""u‘M\e‘m‘n‘@-‘qw et e
m/z--> 20 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF111522.M Thu Nov 17 04:58:44 2022

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Benzene, 1-ethynyl-2-(methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.928 4.16 ng 153068 Naphthalene-d8 8.263

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 60
2 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 53
3 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 52
4 1,2,3,4-Tetrahydroisoquinolin-5-... 148 C9H12N2 115955-90-3 49
5 1,4-Benzenedicarboxaldehyde, 2-m... 148 C9H802 027587-17-3 49
Abundance Scan 1163 (8.928 min): BF131270.D\data.ms (-1159) (-)| [ m/z 147.00 100.00%
147.0
5000
43.0 115.0 "
Ve T e
63‘0 | 91.0 1781 8.60 8.80 9.00 9.20

o""""“,h‘“‘um‘“u“u““‘ . ' m/z 148.00  79.34%

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

Abundance #26965: Benzene, 1-ethynyl-2-(methylthio)-

147.0
5000
89.0 8.60 8.80 9.00 9.20
m/z 145.05 63.46%
ﬂ 63.0 115.0 /
0\\\\‘\\\‘\“’\\H\\“‘\\‘\\Jm“‘\‘\‘\‘\““\\\\‘\\\‘\’\ “\\‘\\\\‘\\
miz—-> 20 100 120 140 160 180
Abundance #36187. 1H—Inden—1—one, 2,3-dihydro-3,3-dimethyl-
145.0
R AR RELE R
8.60 8.80 9.00 9.20
5000 m/z 43.00  32.33%
115.0
150 390 630 H
ow\w\w\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26255: Benzaldehyde, 2,4,5-trimethyl- R AR R
147.0 8.60 8.80 9.00 9.20
m/z 114.95 27.31%
91.0
39.0 ‘
1M e P T D N (1 Y LA Y
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49

Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 15 unknown9.151 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.151 4.16 ng 179696  Acenaphthene-di10 10.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Propyl-cis-bicyclo[3.2.0]hept-... 150 C1@H140 054396-45-1 25
2 Nonadienyl angelate, 2E, 6Z- 222 C14H2202 1000383-62-1 23
3 Geranyl tiglate 236 C15H2402 007785-33-3 17
4 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 14
5 3,3-Dimethylacryloyl chloride 118 C5H7C10 003350-78-5 14
Abundance Scan 1201 (9.151 min): BF131270.D\data.ms (-1198) (-)| [ m/z 83.00 100.00%
83.0
5000 ¥\AAM”4AWAthANM
250600620840
107.0  150.1 SEYSE EAE S
0 “:‘”;‘whwuH_m‘“17‘?'9”,””_”‘_ m/z 79.05 31.39%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance  #27624: 7-Propyl-cis-bicyclo[3.2.0]hept-6-en-2-one
83.0
5000 L L N BN B R B
107.0 4500 8.80 9.00 9.20 9.40
‘ m/z 66.00  31.25%
0\\\’\\\\‘\\\\‘\\\‘\‘\‘\\\‘H\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #101702: Nonadienyl angelate, 2E, 6Z-
83.0
55'0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
8.80 9.00 9.20 9.40
5000 m/z 80.00  26.64%
122.0
L o0
0! A e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #118616: Geranyl tiglate B R EARRRREE
83.0 8.80 9.00 9.20 9.40
m/z 67.00 24.71%
500071 41.0
121.0
O\\JWWJHﬂkuwwwhﬂwhwku\wawlgzg‘\uwyuwwwggﬁp o REEAREE o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF111522.M Thu Nov 17 04:58:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 unknown9.510 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.510 2.55 ng 110159  Acenaphthene-di10 10.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 46
2 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 35
3 2-Hydroxy-1,7-naphthyridine 146 C8H6N20 054920-82-0 35
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 35
5 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1@N2 000936-49-2 35
Abundance Scan 1262 (9.510 min): BF131270.D\data.ms (-1259) (-) m/z 146.00 100.00%
146.0
117.1
5000 164.1
91.0 ‘A
39.0 T \
65.0 9.50
0! m/z 117.10 56.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
5000 119.0 T
9.50
91.0 m/z 118.05  48.23%
51.0 165.0
m/z--> 20 40 60 80 100 120 140 160

Abundance  #24960: Benzeneacetaldehyde, .alpha.-ethylidene-

117.0 M\J‘\%‘ W

146.0

9.50
5000 m/z 164.10  46.08%
91.0
39.0
‘ 63.0
0““‘w‘w“m:‘ﬁ‘wm‘ﬂl‘ﬂw‘h“MM‘MH“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #25666: 2-Hydroxy-1,7-naphthyridine
146.0 9.50
m/z 119.05 40.64%
5000 118.0
64.0 91.0
38.0 ‘
T S e
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\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 1,3-Isobenzofurandione, 4-m... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.687 2.64 ng 113872  Acenaphthene-di10 10.028

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Isobenzofurandione, 4-methyl- 162 C9H603 004792-30-7 92
2 4-Methylphthalic anhydride 162 CSH603 019438-61-0 70
3 3,4-Dihydro-1-isoquinolinol 147 C9H9INO 001196-38-9 70
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 52
5 1,2-Benzenedicarboxylic acid, 4-... 180 C9H804 004316-23-8 50

Abundance Scan 1292 (9.687 min): BF131270.D\data.ms (-1287) (-) m/z 118.00 100.00%
118.0
90.0
160.1
5000
39.0 650 ﬂk
T ,\\ ‘ T T ‘ T
138 180.1 9.50 10.00
0! m/z 90.00 79.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38575: 1,3-Isobenzofurandione, 4-methyl-
9090 1180
162.0
5000 63.0
9.50 10.00
m/z 119.00  78.33%
39.0
0\\\‘\\\\”“‘”\‘”\‘\‘ \\‘HM’\“H‘\\’\H\\\“\\\‘\‘\\\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38564: 4-Methylphthalic anhydride
118.0
e s
90.0 9.50 10.00
5000 162.0 m/z 91.08  65.39%
63.0
39.0
ol el el L 870
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26122: 3,4-Dihydro-1-isoquinolinol — —
118.0 9.50 10.00
147.0 m/z 160.10  65.00%
90.0
5000
63.0
olts0 29, 4 L
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 Ethanone, 1,1'-(1,4-phenyle... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.781 2.90 ng 125333  Acenaphthene-di10 10.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 94
2 Ethanone, 1-[4-(1-methylethyl)ph... 162 C11H140 000645-13-6 80
3 Ethanone, 1,1'-(1,3-phenylene)bis- 162 C10H1002 006781-42-6 76
4 Benzene, 1,4-bis(1-methylethyl)- 162 C12H18 000100-18-5 68
5 4-(2-Hydroxy-phenyl)-but-3-en-2-one 162 C10H1002 1000318-41-3 62
Abundance Scan 1308 (9.781 min): BF131270.D\data.ms (-1302) (-) m/z 147.00 100.00%
147.0
5000
43.0 91.0

119.0 A 2R

9.50 1000
o"‘_"‘_“w““M\m"ulm‘;“‘wwhﬂh“??ﬁ?ww m/z 91.05 %

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

Abundance #37629: Ethanone, 1,1'-(1,4-phenylene)bis-

147.0
5000
43.0 91.0 9.50 10.00
1190 m/z 43.00  31.24%
0\\\‘\\\\‘\\‘\\“‘\‘\\HM‘\\H}\‘1\\\‘\\\\‘\!\\“‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37848: Ethanone, 1-[4-(1-methylethyl)phenyl]-
147.0
—— —
9.50 10.00
5000 m/z 119.00  20.55%
43.0 91.0
119.0
ol180 b4 220
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37617: Ethanone, 1,1'-(1,3-phenylene)bis- P ]
147.0 9.50 10.00
m/z 162.00  15.75%
91.0
5000 43.0
119.0
GOl
o‘H_‘H_‘H‘HH‘HH‘mw‘m_m_m_m‘ —— —
mlz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 unknownl@.645 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.645 2.37 ng 102352  Acenaphthene-di10 10.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 46
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 42
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 41
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 38
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 38

Abundance Scan 1455 (10.645 min): BF131270.D\data.ms (-1452) (- m/z 168.05 100.00%
168.1

;;::::::=:__,

5000
104.1 132.0 A
10 170 190.0 My Pt e
" ‘ 10.50 11.00
O bbb m/z 153.05  65.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43630: 1-Isopropenylnaphthalene
158.0

5000 Pl s
10.50 11.00

m/z 167.05 62.09%

970 510 83010504960 |
0\\\\‘\‘1\\“‘\\“\\“\ \‘\“U“H}‘\H\\‘H\‘\\‘\’\H}\\"‘\\‘ “1 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43632: 1,1'-Biphenyl, 4-methyl-
168.0
/\/\/\r"\/\h‘ﬁ/ﬁ'\

10.50 11.00
5000 m/z 175.05  40.90%
390 630 910 1190 439, “
Onv oy A “‘\‘\H”U‘Hl“wm\ P w‘\ T N B -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43644: Naphthalene, 1-(2-propenyl)- T —
68.0 10.50 11.00

m/z 165.05 40.23%

5000
115.0 141.0
' [

R e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.045 2.70 ng 90826  Phenanthrene-dle 11.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1693 (12.045 min): BF131270.D\data.ms (-1689) (- m/z 43.05 100.00%
43.0y 73.0
5000
1290 213.1 — ‘
101. 71 256." 12.00
y— N m/z 54.95  94.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92063: Tridecanoic acid
1
43.0 730
5000 129.0 —— ‘
12.00
171.0 m/z 59.95 88.31%
Ll ] e
01\5.‘0\‘}\\‘“‘\\“\“\H\‘\‘H!\H““H‘M‘\‘\‘\\“\\}\“HH‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid
43.0 73.0
12.00
5000 129.0 m/z 72.95 85.76%
199.0
o b e T
onsol LR o L
m/z--> 20 40 60 80 100120140160180200220240
Abundance #109279: Tetradecanoic acid T I
73.0 12.00
43.0 m/z 41.00 77 .72%
5000 129.0
185.0
228.0
0150‘?‘15‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF111522.M Thu Nov 17 04:58:50 2022 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131270.D

Acqg On : 16 Nov 2022 17:49
Operator : CG\JU

Sample : N5497-03

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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|
Butane, 2-metho... 2.287 78.3 ng 20353106 1 6.969 520039 20.0
3-Penten-2-one,... 4.581 6.0 ng 155245 1 6.969 520039 20.0
2-Pentanone, 4-... 5.187 11.4 ng 295469 1 6.969 520039 20.0
Benzene, 1,3-di... 7.216 4.5 ng 118098 1 6.969 520039 20.0
Benzene, 1,4-di... 7.293 2.1 ng 55292 1 6.969 520039 20.0
Benzene, 1,2-di... 7.310 2.8 ng 73240 1 6.969 520039 20.0
3a,4,5,6,7,7a-H... 7.452 4.0 ng 103846 1 6.969 520039 20.0
2,2-Dimethylind... 7.616 2.6 ng 68933 1 6.969 520039 20.0
Benzene, (2-met... 7.822 2.1 ng 77256 2 8.263 735187 20.0
Benzene, (1-met... 7.910 2.7 ng 98001 2 8.263 735187 20.0
1H-Indene, 2,3-... 7.946 2.4 ng 88745 2 8.263 735187 20.0
Benzene, pentam... 8.822 3.5 ng 127290 2 8.263 735187 20.0
Benzene, (3-met... 8.851 2.0 ng 73858 2 8.263 735187 20.0
Benzene, 1l-ethy... 8.928 4.2 ng 153068 2 8.263 735187 20.0
unknown9.151 9.151 4.2 ng 179696 3 10.028 863753 20.0
unknown9.510 9.510 2.5 ng 110159 3 10.028 863753 20.0
1,3-Isobenzofur... 9.687 2.6 ng 113872 3 10.028 863753 20.0
Ethanone, 1,1'-... 9.781 2.9 ng 125333 3 10.028 863753 20.0
unknown10.645 10.645 2.4 ng 102352 3 10.028 863753 20.0
Tridecanoic acid 12.045 2.7 ng 90826 4 11.528 672949 20.0
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