LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS Vvial : 16 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126112.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 11 25 rVB 1798154 2316369 62.22% 5.117%
2 5.075 504 508 513 rVB2 42667 50390 1.35% 0.111%
3 5.475 567 576 579 rBV 4116263 3722774 100.00% 8.224%
4 5.887 638 646 650 rBV3 50393 85614 2.30% ©0.189%
5 6.016 665 668 672 rVB3 78437 87319 2.35% ©0.193%
6 6.1106 681 684 690 rVv2 120083 151833 4.08% 0.335%
7 6.163 690 693 696 rVB 100907 79532 2.14% 0.176%
8 6.298 711 716 720 rBV3 89932 105241 2.83% 0.232%
9 6.393 728 732 738 rBv4 163547 238365 6.40% 0.527%
10 6.481 742 747 750 rVW 3666447 3682262 98.91% 8.135%
11 6.528 753 755 758 rVV2 83487 86465 2.32% 0.191%
12 6.598 762 767 772 rW7 75943 182687 4.91% 0.404%
13 6.640 772 774 779 rVB3 63926 68944 1.85% 0.152%
14 6.693 779 783 785 rBV2 168274 166626 4.48% 0.368%
15 6.716 785 787 790 rVB2 57283 51058 1.37% 0.113%
16 6.851 807 810 813 rBV 1191491 1029977 27.67% 2.275%
17 6.928 818 823 826 rBvV2 101576 171038 4.59% 0.378%
18 6.969 828 830 833 rVB3 66985 61397 1.65% 0.136%
19 7.004 833 836 840 rBV 108913 90186 2.42% 0.199%
20 7.128 852 857 861 rVB5 85822 110188 2.96% 0.243%
21 7.251 872 878 881 rBV5 121894 138654 3.72% 0.306%
22 7.281 881 883 888 rvB4 42059 51849 1.39% 0.115%
23 7.416 896 906 909 rBV 2423736 2433533 65.37% 5.376%
24 7.451 909 912 916 rVB 218502 201131 5.40% 0.444%
25 7.498 916 920 924 rVB5 86005 126854 3.41% 0.280%
26 7.557 924 930 935 rBv7 34294 85366 2.29% 0.189%
27 7.663 946 948 951 rVB 63106 46685 1.25% ©.103%
28 7.781 966 968 971 rVB3 72503 60255 1.62% 0.133%
29 7.887 982 986 991 rvVB4 47470 68927 1.85% 0.152%
30 8.039 1008 1012 1016 rBV 256255 247191 6.64%  0.546%
31 8.134 1023 1028 1031 rBV 1280152 1228562 33.00% 2.714%
32 8.157 1031 1032 1035 rW 134391 76770 2.06% 0.170%
33 8.198 1036 1039 1042 rVB 92337 80828 2.17% 0.179%
34 8.428 1071 1078 1081 rBV4 38039 59782 1.61% 0.132%
35 8.557 1097 1100 1103 rBV 94275 95366 2.56% 0.211%
36 8.728 1126 1129 1133 rBV 96204 74472 2.00% 0.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS Vvial : 16 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.157 1200 1202 1206 rVB 135686 112202 3.01% 0.248%
38 9.210 1206 1211 1214 rBV 4642915 3640333 97.79%  8.042%
39 9.292 1221 1225 1231 rBV2 116054 140519 3.77% 0.310%
40  9.357 1232 1236 1241 rVB6 44505 73932 1.99% 0.163%
41 9.616 1275 1280 1282 rBV 168813 155417 4.17% ©.343%
42  9.822 1313 1315 1320 rVB 140249 115375 3.10% 0.255%
43  9.886 1320 1326 1330 rBV 1367133 1138673 30.59%  2.516%
44 9,922 1330 1332 1335 rVB3 47976 46814 1.26% ©0.103%
45 10.145 1367 1370 1374 rVB2 48007 45064 1.21% ©.100%
46 10.322 1397 1400 1403 rVB 118755 92312 2.48% 0.204%
47 10.433 1416 1419 1424 rVB2 34626 47588 1.28% ©.105%
48 10.539 1434 1437 1441 rVB 129690 130920 3.52% ©.289%
49 10.675 1456 1460 1463 rBV 2461294 2043616 54.89% 4.515%
50 10.810 1477 1483 1489 rVB 211122 305274 8.20% 0.674%
51 11.275 1559 1562 1566 rVB 134635 138814 3.73% ©.307%
52 11.369 1575 1578 1581 rBV 1058119 998101 26.81%  2.205%
53 11.392 1581 1582 1586 rVv 228528 177991 4.78%  0.393%
54 11.445 1589 1591 1595 rVB 65038 54106 1.45% ©.120%
55 11.657 1624 1627 1628 rBV2 40602 44591 1.20% ©.099%
56 11.904 1666 1669 1672 rBV2 290116 287773 7.73% 0.636%
57 11.986 1680 1683 1685 rBV3 52447 62027 1.67% ©.137%
58 12.080 1695 1699 1702 rBV3 77379 103846 2.79%  ©.229%
59 12.116 1702 1705 1709 rVV 386241 372377 10.00% 0.823%
60 12.151 1709 1711 1716 rVB2 53978 58223 1.56% 0.129%
61 12.233 1723 1725 1730 rVB5 49498 66870 1.80% ©.148%
62 12.327 1737 1741 1744 rVB 2148627 1897142 50.96% 4.191%
63 12.404 1751 1754 1759 rBV 926944 955889 25.68%  2.112%
64 12.445 1759 1761 1763 rVV 124569 111848 3.00% ©.247%
65 12.463 1763 1764 1767 rVB2 101434 83858 2.25% ©.185%
66 12.592 1783 1786 1788 rBV 369987 321359 8.63% 0.710%
67 12.633 1789 1793 1796 rVB 3202068 2593956 69.68% 5.731%
68 12.816 1821 1824 1826 rVV 290725 230700 6.20% ©.510%
69 12.839 1826 1828 1832 rVB 99871 85882 2.31% 0.190%
70 12.927 1840 1843 1845 rBV2 355197 301729 8.10% 0.667%
71 12.957 1845 1848 1852 rVB 3367370 2985949 80.21% 6.597%
72 13.098 1869 1872 1876 rBV 3159271 2692364 72.32% 5.948%
73 13.192 1885 1888 1893 rBV2 212828 257552  6.92% 0.569%
74 13.245 1894 1897 1960 rVB2 350174 303400 8.15% ©.670%
75 13.345 1912 1914 1917 rBV3 184743 174263 4.68% ©.385%

76 13.539 1944 1947 1952 rBV2 119702 150943 4.05% 0.333%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS Vvial : 16 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.869 2000 2003 2007 rVB2 424506 405543 10.89%  0.896%
78 14.010 2022 2027 2030 rBV2 1025531 1246992 33.50% 2.755%
79 14.463 2102 2104 2106 rBV 160838 114217 3.07% 0.252%
80 14.486 2106 2108 2110 rBV 153813 138777 3.73% ©.307%
81 14.551 2115 2119 2122 rVB 1172154 1166955 31.35% 2.578%
82 15.133 2215 2218 2222 rBV 254031 283139 7.61% 0.626%

83 15.480 2273 2277 2281 rBV 579675 695416 18.68% 1.536%

Sum of corrected areas: 45265121
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Nov 2021 17:42

: M4523-03

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
BF126112.D

Ju/CaG

\VWE-B4-110421-20-30

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

152

TIC: BF126112.D\data.ms

5.475
6.481

7.416

6.851

5.075 5.857&%1-%@3 el %é%ﬁe

Time-->
Abundance

4000000

3000000

2000000

1000000

U8 2 AN N N
L L L B B B R B R R R R R R R R R R NN RN RN RN

2.20 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

TIC: BF126112.D\data.ms
9.210

12.633 13.098

10.675

12.327

oke

Time-->
Abundance

4000000

3000000

2000000

1000000

T T
10.00 10.50 11.00
TIC: BF126112.D\data.ms

— — — —
11.50 12.00 12.50 13.00

14.551

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\

Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc . VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.152 44.98 ng 2316370 1,4-Dichlorobenzene-d4 6.851
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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 11 (2.152 min): BF126112.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
‘ fLQl 2.202.302.402.502.60
Obrpereperrr et it e m/z 43,05 45.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T [ TT T T[T TTT 7T
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.05 29.28%
O H\‘HH‘HH“HH“HH‘H\\9‘9\\"\}\\‘\H\‘\H\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 28.32%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R ARRE AR e
30.0 2.202.302.402.502.60
m/z 41.05 15.22%
5000 87.0
44.0
15.0 72.0
ol Ll | 580 |

m/z-->

10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknown6.110 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.110 2.95 ng 151833  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 38
2 2-Methylhept-6-en-3-one 126 C8H140 1000424-30-2 38
3 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 35
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 35
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 35

Abundance Scan 684 (6.110 min): BF126112.D\data.ms (-681) (-) m/z 57.05 100.00%

51.0
41.0
71.0
5000 83.1
97'1 1131 \\‘\\\\‘\\\\’\\\\‘\\\\‘
| I ‘ ‘ 1261 5.80 6.00 6.20 6.40
0 et it e m/z 55.05  91.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7584: 1-Hexene, 5,5-dimethyl-
57.0
5000 L B L R B B
41.0 5.80 6.00 6.20 6.40
m/z 41.05 77.46%
97.0
| 7‘ﬁ-0 84.0 112.0
O\‘\H\HH\HH\‘\‘H}‘\H\‘\H\’\‘H\’HH‘HH‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13005: 2-Methylhept-6-en-3-one
55.0
710 5.80 6.00 6.20 6.40
5000 ’ m/z 43.10 71.12%
0 4%0 s 84.0 lZ?.O
T T T e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7651: 3-Hexene, 2,2-dimethyl-, (E)-
55.0 5.80 6.00 6.20 6.40
m/z 71.05 61.22%
83.0
5000
a 97.0
.0 69.0 112.0
27.0 ‘
oY O T O PSS U MR SRR S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.393 4.63 ng 238365 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 74
2 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 64
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 58
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C1l0H20 062238-04-4 49
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 46
Abundance Scan 732 (6.393 min): BF126112.D\data.ms (-728) (-) m/z 69.05 100.00%
55.0 69.0
41.0
5000 125.1
83.0
‘ ‘ 971“ 140.3 6.00 6.20 6.40 6.60 6.80
oWww,w_lwHWHM‘HMs_‘!w‘wm,wwww m/z 55.00  92.61%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0 55.0
5000 | L LA B I
125.0 6.00 6.20 6.40 6.60 6.80
270 83.0 m/z 41.05 81.48%
‘ M “ 97.0 111.0 140.0
O\‘\H\‘\\H’HH‘\MH‘HH‘HH‘”\H‘HH‘\H\‘\\H’\\}\‘\\Hl\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20711: 4-Nonene, 3-methyl-, (2)-
55.0
e e e
41.0 69.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 65.35%
270 83.0
R T
wH‘w‘Hw‘uw‘H‘_H‘_H‘_‘H_‘H‘HH‘HH,H‘WH‘WH‘W
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]- R R
55.0 690 6.00 6.20 6.40 6.60 6.80
m/z 56.05 63.16%
5000
140.0
410 ‘ ‘ 111.0 ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.598 3.55 ng 182687 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 91
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 80
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 80
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 78
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 72
Abundance Scan 767 (6.598 min): BF126112.D\data.ms (-762) (-) m/z 55.05 100.00%
55.0 97.0
5000
391 R RAREARARE
“ ‘ ‘ 81.0 124 9140.2 6.20 6.40 6.60 6.80 7.00
b sl sl b L S5 myz 97.05  93.78%
miz-> 20 40 60 80 100 120 140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
3.0 97.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 41.05 20.80%
29.0 ‘ ‘ 81.0 ‘ 140.0
O\\\\‘\‘\‘\\““\\\H!“\‘\H\\“J\\\\“\\\\‘\\\\}\\
miz-> 20 40 60 80 100 120 140
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
5.0 97.0
e S
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.00 18.98%
81.0
39 140.0
miz--> 20 40 60 80 100 120 140
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- RRE N e A
55.0 97.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10  15.12%
5000
27.0
‘ 81.0 140.0 N ﬂ
SR Y W N 1 A
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Nonane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.693 3.24 ng 166626 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 53
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 53
5 Decane 142 C10H22 000124-18-5 50

Abundance Scan 783 (6.693 min): BF126112.D\data.ms (-779) (-) m/z 57.10 100.00%

57.1
ST 640 6,60 6,60 700
111.1 : ’ : :
0m1422 m/z 43.10 99.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
5000 L B R B B LR IR
6.40 6.60 6.80 7.00
85.0 m/z 41.10 62.17%
O 15.0 T \“‘} T \H“ T \“\ T ‘ 1‘\ T \“‘ T \\‘1\2}8.\()\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
e RREEEEE LR
6.40 6.60 6.80 7.00
5000 m/z 71.05 28.34%
29.0
85.0
0 H | ‘ I ‘H ‘M‘ 1\03'0 126.0 17;"0
e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl- N ERRRRERES EE
57.0 6.40 6.60 6.80 7.00
m/z 56.10 23.91%
5000
85.0
29.0
ob b b 1270 1560
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 p-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.928 3.32 ng 171038 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C1eH14 000527-84-4 94
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 Cl0H14 003479-89-8 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 823 (6.928 min): BF126112.D\data.ms (-818) (-) m/z 119.10 100.00%
119.1
5000
91.0
134.1 PR | W Y |
39.0 65.0 ‘ ‘ 6.60 6.80 7.00 7.20
bl e b UL w7 91,05 29.09%
miz-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000
91.0 6.60 6.80 7.00 7.20
' 134.0 m/z 134.05 21.93%
39.0
so M0 w0 | ]
0 \\‘\‘\\\\‘\\“\\“‘\\\\”‘\\‘1‘\““\\1‘\\\‘\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
6.60 6.80 7.00 7.20
5000 ITI/Z 117.10 16.92%
91.0
134.0
39.0 65.0 ‘
0 ‘1‘5"0‘ e ““‘ s H‘“i‘\ ‘ “”‘ e “M e
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene H_m‘ul\wuu_m,
119.0 6.60 6.80 7.00 7.20
m/z 120.00 10.95%
5000
134.0
91.0
41.0 65.0 !\
1Y PR MRS | N Y TR 10
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20

8270-BF110321.M Thu Nov 11 15:08:47 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42
Operator : JU/CG

Sample : M4523-03

Misc

ALS vial : 16 Sample Multiplier: 1

\VWE-B4-110421-20-30

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 7 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.039 4.02 ng 247191 Naphthalene-d8 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 59
4 Hexane, 1,2,3-trimethoxy- 176 C9H2003 020637-29-0 59

5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202

Abundance Scan 1012 (8.039 min): BF126112.D\data.ms (-1008) (-)

005314-41-0 53

m/z 45.00 100.00%

45.0
5000
70 b a0 b0 a0
100.0 131.0 : : : :
o“““whﬂu‘mw‘WLVWM‘M‘H““H,?§%}_“‘,‘ m/z 57.10 96.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L L L N L
29.0 7.80 8.00 8.20 8.40
’ 87.0 m/z 41.10  40.17%
O\\\‘\H“\\“‘h‘\\ T 1’l0701320”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
D
7.80 8.00 8.20 8.40
5000 m/z 75.00 17.08%
29.0
| L0
bl L, 3070 920 630
miz--> 20 40 60 80 100 120 140 160 180
Abundance #77353: 3,6,9,12-Tetraoxatetradeca-1,13-diene e e
45.0 7.80 8.00 8.20 8.40
m/z 56.10 14.63%
5000
73.0
OHOM\ I M 150‘1%0 174.0
e b w““,‘u“““,w“““W‘ R
m/z--> 20 40 60 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF110321.M Thu Nov 11 15:08:48 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.810 6.12 ng 305274  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 78

Abundance Scan 1483 (10.810 min): BF126112.D\data.ms (-1477) (-, m/z 57.10 100.00%

57.1
5000
‘ 10.50 11.00
183.2 : :
owm“m_“‘mlHu“H:‘wH“‘1"‘5‘“‘,9”‘_H“““““2"""4“1‘_”‘,” m/z 71.05 66.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — et
10.50 11.00
m/z 43.10 56.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 41.10 30.73%
99.0
0 Ll “ | 410 1830 2300 WMM
"""""""""""""""w"",‘H""‘wwm‘w_m,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 10.50 11.00
m/z 85.05 24.20%
5000
7 ‘ 113.0 83.0
2N LA L L] 15401830 osaomp Ml baphe
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

8270-BF110321.M Thu Nov 11 15:08:49 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 wunknownll.275 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.78 ng 138814  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 46
2 Tridecane 184 C13H28 000629-50-5 46
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 43
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 38
Abundance Scan 1562 (11.275 min): BF126112.D\data.ms (-1559) (- m/z 57.05 100.00%
57.0
5000 85.0
118.1
—— —
152. 11.00 11.50
O Frrrprrrr bl J““w JH :M Mwhu e ‘1‘: b p‘! i “213 ‘1” ‘2“‘1‘5‘ Cow/z 7110 72.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33077: Undecane
57.0
5000 b St
11.00 11.50
85.0 o
29.0 m/z 43.10 53.25%
‘\ ‘ | | “ 1130  156.0
0 H\‘HH‘\H\“\M\‘HHH‘HN\‘\‘\H‘\H}‘H\\‘HH‘\\H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
—— —
11.00 11.50
5000 m/z 85.05 44.77%
29.0 85.0
0 \“ Ly “ 113.0141.0  184.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 11.00 11.50
m/z 118.10 35.92%
5000 85.0
29‘0 ‘ | | 130 1550 1970
O bbbk e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF110321.M Thu Nov 11 15:08:49 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.904 5.77 ng 287773  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
5 Nonanoic acid 158 C9H1802 000112-05-0 50

Abundance Scan 1669 (11.904 min): BF126112.D\data.ms (-1666) (- m/z 43.10 100.00%

43.1 73.0
192.1
5000
——
H ‘ 12.00
IR m/z 73.00  96.15%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 02130 2560 m/z 41.10 93.26%
O,
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.00
5000 129.0 ITI/Z 60.00 92.00%
199.0
1 H\ g e
ST 01 1 Y O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid = T
430 73.0 12.00
m/z 55.10 80.00%
5000 129.0
171.0
214.0
0250 ? —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF110321.M Thu Nov 11 15:08:50 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\

Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator Ju/caG

Sample : M4523-03 :
Misc VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 11 wunknownl2.116 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.116 7.46 ng 372377  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 60
2 5H-Indeno[2,1-E]1,2,4triazin-5-0... 227 C1OHIN7 1000271-75-1 41
3 1,4-Naphthalenedione, 2-hydroxy-... 242 C15H1403 004042-39-1 38
4 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 38
5 2-(4-((Trimethylsilyl)oxy)benzyl... 242 C13H14N20Si 771575-52-1 38

Abundance Scan 1705 (12.116 min): BF126112.D\data.ms (-1702) (-} m/z 227.15 100.00%
227.2

5000 A
i “
12.00 12.50
0 m/z 157.05 46.13%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000 — o
12.00 12.50
m/z 172.10 45.93%
55. w 17101990
0 ‘ TTTT ‘\ H‘\“ \“\“\ \H‘M\ T \M\ ‘ \‘\‘\‘M‘\ \H\ T M‘\ \Hh‘h‘ \‘\‘h‘\ “\‘\ T ‘ T \ T ‘ \ H “‘\ TTT ‘ TTTT ‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107629: 5H-Indeno[2,1-E]1,2,4triazin-5-one, 3-hydrazinc
227.0
1200 1250
5000 ITI/Z 242.20 37.26%
127.0
1o, oy | | d40 o |
0“H‘MNHNHJMHMMW‘W mmWNJM‘N‘N‘HMH‘W‘H‘_‘H‘HH‘
m/z--> 20 40 60 80 100120140160 180200220 240 260 ﬂ
Abundance #126133: 1,4-Naphthalenedione, 2-hydroxy-3-(3-methyl-1 A T
227.0 12.00 12.50
m/z 143.05 36.85%
5000 199.0
39.0 H 5.0 4570 L
0 w“M‘u“‘wmwm‘w“wwlew bbbt e oren
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 1200 1250

8270-BF110321.M Thu Nov 11 15:08:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 4b,8-Dimethyl-2-isopropylph... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.327 38.02 ng 1897140  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 95
2 Pyrazol-4-amine, 1-(3,4-dichloro... 241 C10H9C12N3 1000273-77-4 47
3 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 35
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 25
5 Uracil, 5-(p-cyanophenyl)-1,3-di... 241 C13H11N302 1000164-78-4 25

Abundance Scan 1741 (12.327 min): BF126112.D\data.ms (-1737) (-] m/z 159.10 100.00%
159.1
241.2

5000

1171 — —r—
770 1991 ‘ ‘ 12.00 12.50

0 Lk d o L RTEL s 4100 83.66%
miz—> 20 40 60 80 100120140160180200220240260280

Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6

43.1

241.0
159.0
5000 — ——r
12.00 12.50
m/z 185.05 42.51%
43.0 129.0 bggo
O ‘\\\\‘H\\\‘\‘\\‘\\‘\\\\‘\‘\\‘\‘\UU\‘h‘\‘\\‘\‘l\\\\‘\\\\’\\\‘\‘\\\\’\H\“\\\\‘\\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #124355: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159.0
241.0 12. OO 12 50
5000 ITI/Z 117.05 21.20%
125.0
55.0 89.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143712: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4 == P
241.0 12.00 12.50

m/z 143.05 20.84%

5000
143.0
41.0
H \\‘ \\?:ho H \HH M\ 2120 ‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260280 12. OO 12 50

o

8270-BF110321.M Thu Nov 11 15:08:52 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.404 19.15 ng 955889  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 94
2 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 ©55591-17-8 64
3 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 60
4 5H-Indeno[2,1-E]1,2,4triazin-5-0... 227 C1OH9N7 1000271-75-1 49
5 Lapachol 242 C15H1403 000084-79-7 49
Abundance Scan 1754 (12.404 min): BF126112.D\data.ms (-1751) (. m/z 227.15 100.00%
227.2
5000 143.0
‘ﬂ‘ 1250
41.1 .
Iy 910 ‘hu o I A - 9
0 g b b b b Ll L 2825 m/z 143,00 46.29%
miz--> 50 100 150 200 250
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000 1
12.50
m/z 242.15 25.24%
55.0
91.0 ‘ ‘
o N ‘u“\‘m\“ I ‘\m’m‘ \\\W\H”HM‘uh‘h‘ \“%8‘%"0\* ool “\‘ S
miz--> 50 100 150 200 250
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,!
227.0 jL
‘ T
12.50
5000 m/z 128.00 20.15%
160 115.0 ‘
oSl 080 | 3970 aero | |
m/z--> 50 100 150 200 250
Abundance #126430: Dicyclopenta[a,d]benzene, 4,8-diethyl-1,5-dime T
227.0 12.50
m/z 228.15 18.87%
5000
410 770 1150 I grg?.o‘ | jk
RS et S O S e
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\

Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator Ju/caG

Sample : M4523-03 :
Misc VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Retene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.098 43.18 ng 2692360  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 1,4-Di-(4'-methylphenyl)buta-1,3... 234 C18H18 1000202-17-5 72
4 1-(10-Methylanthracen-9-yl)ethanone 234 C17H140 036778-18-4 58
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 53

Abundance Scan 1872 (13.098 min): BF126112. D\data ms (-1869) (-, m/z 219.10 100.00%

219.
5000
‘ ‘13‘00‘ ‘13‘50
102.0 178. ‘ : :
oL 380 i 1394 v ‘ H! 12601 2993 /7 534.10  54.49%
miz--> 50 100 150 250 300
Abundance #116389.Retene
219.0
5000 — —
13.00 13.50
m/z 204.10 34.53%
102.0 “
\2\7\0\ ‘6\39\ “ ““H ‘\ T \.“ \“\ “‘\ ‘\ ‘ H \“\ ‘ T T T T ‘ L
m/z--> 50 100 150 250 300
Abundance #116403:ZJSopropyhlownethwphenanﬂwene
219.0
— —
13.00 13.50
5000 m/z 203.10 27 .90%
ol.27.0 630 1920 1300 1789 \\L !
LN T T
miz-> 50 100 150 200 250 300
Abundance #116411: 1,4-Di-(4'-methylphenyl)buta-1,3-diene = —
219.0 13.00 13.50
m/z 202.05 22.35%
5000
105.0
OHH“\‘M‘ \“ w\h““‘““ ‘H‘\‘\‘H‘ M\ “‘\ M! ‘\““HH“‘ per—th =
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF110321.M Thu Nov 11 15:08:53 2021

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Phenol, 3-undecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.192 4.13 ng 257552  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-undecyl- 248 C17H280 020056-72-8 58
2 p-Tolyl heptanoate 220 C14H2002 071662-19-6 50
3 Oxalic acid, heptyl 2-methylphen... 278 C16H2204 1000309-59-7 43
4 3-Tridecylphenol 276 C19H320 072424-02-3 38
5 Tricosane 324 C23H48 000638-67-5 25

Abundance Scan 1888 (13.192 min): BF126112.D\data.ms (-1885) (-] m/z 107.95 100.00%

108.0
57.0
5000
1300 1350
1689 2201 2763 : :
0’ b 287 T D82 s 57.05 66.37%
miz--> 50 100 150 200 250 300
Abundance #133559: Phenol, 3-undecyl-
108.0
5000 — e
13.00 13.50
248.0 m/z 43.10  60.00%
oL 550, || 1490 060 |
L ‘ T ‘ L ‘ T T T ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #98873: p-Tolyl heptanoate
108.0
— —
430 13.00 13.50 .
5000 m/z 41.18  34.96%
s 2200 MWMMW
ol by 0
miz--> 50 100 150 200 250 300
Abundance  #170806: Oxalic acid, heptyl 2-methylphenyl ester e ——
108.0 13.00 13.50
m/z 71.10 34.15%
h i W
ST B U Y St R
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknownl3.245 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.245 4.87 ng 303400 Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thioxo-imidazolidin-4-one-5-ac... 173 C5H7N302S 1010146-03-1 30
2 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-22-9 25
3 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 20
4 5-tert-Butyl-2,2'-dimethoxy-biph... 270 C18H2202 1000318-04-7 18

5 4-Phenyl-3-penten-2-one p-toluen... 328 C18H20N202S 1000211-12-1 18

Abundance Scan 1897 (13.245 min): BF126112.D\data.ms (-1894) (1 m/z 255.20 100.00%

178.1 255.2
5000
128.0 16.1
e e
43.0 H H‘ ‘ 13.00 13.50
oL— \‘H‘ ‘\\“w\ml\iﬁu‘\\m"\‘w‘m\\uh‘ ““1“\‘“M“w“‘\ u‘\‘ A ‘\“‘%()‘3"1‘3‘49"2‘ m/z 173.10 99.31%
mlz--> 50 100 150 200 250 300 350
Abundance  #48469: 2-Thioxo-imidazolidin-4-one-5-acetamide
128.0 173.0
42.0
5000 e s
13.00 13.50
86.0 o
‘ m/z 199.10 39.29%
07 “w \‘H\ T ’HH\ \H\ T ‘ L ‘ T T T ‘ T T 17 ’ T
miz--> 50 100 150 200 250 300 350
Abundance #62929: 1H-Inden-1-one, 2,3-dihydro-3,3,5,6-tetramethyl-
173.0
S o
13.00 13.50
5000 m/z 216.10 34.65%
39.0 770 1150
ol b L
miz--> 50 100 150 200 250 300 350
Abundance #161420: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-1 P s
255.0 13.00 13.50
m/z 128.00 29.58%
5000 159.0
69.0
117. 99.0
29. 0 !
0! b b b A —— ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 2-(Carboxymethylene)-4,4-di... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.345 2.79 ng 174263  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Carboxymethylene)-4,4-dimethy... 270 C13H1806 180691-11-6 58
2 Theophylline, TMS derivative 252 C10H16N402Si 062374-32-7 43
3 10H-Benzo[b][1,8]naphthyridin-5-... 252 C16H16N20 1000302-05-2 38
4 (4-Benzotriazol-2-ylphenyl)(isop... 252 C15H16N4 1000304-74-3 35
5 3'-(trifluoromethyl)-[1,1'-biphe... 237 C13H10F3N 400749-02-2 25

Abundance Scan 1914 (13.345 min): BF126112.D\data.ms (-1912) (-1 m/z 237.10 100.00%
237.1

N

5000 165.1
202.1 T o
43.0 89.0 13.00 13.50
28. 275.1 .
(o 324 m/z 252.10 57.05%
m/z--> 50 100 150 200 250 300
Abundance #160245: 2-(Carboxymethylene)-4,4-dimethyl-1,1-cyclope
237.0
59.0 05.0 179.0

5000 e pstond
13.00 13.50
m/z 165.05  41.33%

43,0
2610
0
miz--> 50 100 150 200 250 300
Abundance #137280: Theophylline, TMS derivative
237.0
73.0 - i
13.00 13.50
5000 m/z 181.10  40.20%
‘ 135.0 178.0
oL ﬂ\ﬁ?m\u‘ m I ”‘n ‘M b “‘1‘ = L L}w - \‘} ‘L‘ I ‘L ———
miz--> 50 100 150 200 250 300
Abundance #138345: 10H-Benzo[b][1,8]naphthyridin-5-one, 7-ethyl-2 P e
237.0 13.00 13.50
m/z 167.10 30.52%
h M\MIWM
5390 770 1180 1670 \
L ’ T \‘\ “\‘\‘\ T ‘ \‘\ T \“‘\ \‘\ T ‘ T T T T ‘ L ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1-Eicosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.868 6.50 ng 405543  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
3 Cycloeicosane 280 C20H40 000296-56-0 93
4 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 2003 (13.869 min): BF126112.D\data.ms (-2000) (- m/z 57.10 100.00%

57.1
5000
‘ 13.50 14.00
39.1 181 2 : :
- “ A L30T 1812 2291 30193409 07 4316 92.50%
mlz--> 50 100 150 200 250 300 350
Abundance #173727: 1-Eicosene
43.0
83.0
5000 — —
13.50 14.00
25.0 280.0 m/z 55.10  80.22%
|y H “ ‘\\\\70 209.0
O\\“\\\\\““\‘h\\“\‘\\\\“\\\‘\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
P P
13.50 14.00
5000 m/z 69.10  56.58%
o LLLLLL 0 10202230 a0
m/z--> O 100 150 200 250 300 350
Abundance #173728: Cycloeicosane — ——
55.0 13.50 14.00
m/z 41.10 54.49%
5000
oL o m0zmeg 0 T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknownl4.551 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.551 18.72 ng 1166960  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 5,2',3',4'-tetram... 274 C16H1804 119101-30-3 44
2 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 43
3 4H-Benzo[e]pyrido[1,2-a]benzimid... 218 C15H10N2 000239-25-8 43
4 1-Hydroxypyrene 218 C16H100 005315-79-7 38
5 (-)-Eseroline 218 C13H18N20 000469-22-7 38

Abundance Scan 2119 (14.551 min): BF126112.D\data.ms (-2115) (-} m/z 218.10 100.00%

218.1
2741
5000
T
39.0 113.0165.1 \\ 1450
o220 Ao b L L 8523 41224640 4y 274,10 55.49%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #166055: 1,1'-Biphenyl, 5,2',3',4'-tetramethoxy-
274.0
5000 AL ‘
14.50
m/z 202.10 28.05%
145.0 216.0
0 \\5\:‘3.\0\M“\‘\\Lr“\\'\\“‘\“\J“\‘\““M‘\\‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96916: 1H-Cyclopenta[ljphenanthrene, 2,3-dihydro-
218.0
N
14.50
5000 m/z 219.10 23.49%
141.0
oo |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96720: 4H-Benzo[e]pyrido[1,2-a]benzimidazole e ‘
218.0 14.50
m/z 215.05 16.51%
5000
109.0
51.0
obrrh }“J‘M"“c““w“y ik, 41“6‘4‘94‘ e e —
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.133 8.14 ng 283139  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2218 (15.133 min): BF126112.D\data.ms (-2215) (-} m/z 57.10 100.00%
57.1

5000 \‘/\,\JLN
1500 1550
169.1 219.1 268.1 45.1 ; : :
- ‘W |"mw_m‘m‘_‘3"‘5‘””‘}1“?' m/z 43.10  66.41%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 —r ——
15.00 15.50
m/z 71.10 55.84%
O \\‘\ H‘\“‘\J}‘ \“\“\ \“1‘\6\9\‘0\ ‘2!2\4.\\0‘2\6§\()\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.10 44.55%
1830
130
oL i 3100 JMJM
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane T —
57.0 15.00 15.50
m/z 55.10 23.52%
5000 WJ\NW\JWN\MMM
T 1690 2250 2960
oHw_u“u‘uhw‘“mw‘u”Wm‘_m_m_‘ — ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126112.D

Acqg On : 10 Nov 2021 17:42

Operator : JU/CG

Sample : M4523-03 :
Misc : VWE-B4-110421-20-30

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.152 45.0 ng 2316370 1 6.851 1029980 20.0
unknown6.110 6.110 3.0 ng 151833 1 6.851 1029980 20.0
Cyclohexane, 1,... 6.393 4.6 ng 238365 1 6.851 1029980 20.0
Cyclohexane, 1-... 6.598 3.5 ng 182687 1 6.851 1029980 20.0
Nonane 6.693 3.2 ng 166626 1 6.851 1029980 20.0
p-Cymene 6.928 3.3 ng 171038 1 6.851 1029980 20.0
Ethanol, 2-(2-b... 8.039 4.0 ng 247191 2 8.134 1228560 20.0
Dodecane, 2,7,1... 10.810 6.1 ng 305274 4 11.369 998101 20.0
unknownl1.275 11.275 2.8 ng 138814 4 11.369 998101 20.0
n-Hexadecanoic ... 11.904 5.8 ng 287773 4 11.369 998101 20.0
unknownl12.116 12.116 7.5 ng 372377 4 11.369 998101 20.0
4b,8-Dimethyl-2... 12.327 38.0 ng 1897140 4 11.369 998101 20.0
10,18-Bisnorabi... 12.404 19.1 ng 955889 4 11.369 998101 20.0
Retene 13.098 43.2 ng 2692360 5 14.016 1246990 20.0
Phenol, 3-undecyl- 13.192 4.1 ng 257552 5 14.016 1246990 20.0
unknown13. 245 13.245 4.9 ng 303400 5 14.016 1246990 20.0
2-(Carboxymethy... 13.345 2.8 ng 174263 5 14.016 1246990 20.0
1-Eicosene 13.868 6.5 ng 405543 5 14.016 1246990 20.0
unknown14.551 14.551 18.7 ng 1166960 5 14.016 1246990 20.0
Nonadecane 15.133 8.1 ng 283139 6 15.480 695416 20.0

8270-BF110321.M Thu Nov 11 15:08:57 2021

Pag 25



