LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51846.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.381 144 152 162 rVB 26097 44508 0.68% 0.087%
2 5.432 325 331 337 rBV2 28724 46270 0.71% 0.090%
3 5.679 367 373 375 rBV3 49132 84768 1.30% 0.166%
4 5.744 378 384 391 rVB 1171955 1859260 28.43% 3.634%
5 5.814 391 396 400 rVB 53357 72990 1.12% 0.143%
6 5.879 400 407 426 rVB 3236950 6540528 100.00% 12.783%
7 6.119 441 448 457 rBV3 34229 83867 1.28% 0.164%
8 6.202 457 462 465 rBV 71382 111621 1.71% 0.218%
9 6.255 465 471 481 rVB 1589876 2550997 39.00% 4.986%
106 6.519 509 516 524 rBv4 122482 306588 4.69%  0.599%
11 6.636 530 536 544 rVB2 91530 178602 2.73% 0.349%
12 6.736 546 553 561 rBV5 163007 399015 6.10% 0.780%
13 6.807 561 565 569 rVB 245451 343520 5.25% 0.671%
14 6.860 569 574 575 rBV2 60827 77692 1.19% 0.152%
15 6.895 575 580 593 rVB3 246031 615940 9.42% 1.204%
16 7.012 596 600 606 rVB2 47526 79161 1.21% ©.155%
17 7.083 606 612 616 rBVv4 65020 117581 1.80% 0.230%
18 7.148 616 623 629 rVB3 118762 290732 4.45% 0.568%
19 7.242 629 639 645 rBV2 554805 1171245 17.91% 2.289%
20 7.306 645 650 653 rBV 280991 427949 6.54% 0.836%
21 7.347 653 657 663 rVB 962773 1499574 22.93%  2.931%
22 7.412 663 668 674 rVB2 800175 1351843 20.67% 2.642%
23 7.482 674 680 688 rVB 653433 1110598 16.98% 2.171%
24 7.559 688 693 694 rBV2 30369 43592 0.67% ©0.085%
25 7.594 694 699 704 rVB6 69583 131455 2.01% 0.257%
26 7.653 704 709 715 rBV 460491 783934 11.99% 1.532%
27 7.753 723 726 731 rBV3 106220 152465 2.33% 0.298%
28 7.829 736 739 743 rVB2 67361 97633 1.49% 0.191%
29 7.888 743 749 752 rBV 1730380 2964421 45.32% 5.794%
30 7.917 752 754 763 rVB 1881758 2711892 41.46% 5.300%
31 7.993 763 767 773 rVB3 91757 153998 2.35% 0.301%
32 8.099 781 785 788 rVB3 47602 65741 1.01% 0.128%
33 8.181 789 799 805 rBV7 128907 343622 5.25% 0.672%
34 8.246 805 810 818 rvB2 559113 988466 15.11% 1.932%
35 8.317 818 822 824 rBV 97171 149436  2.28% 0.292%

36 8.393 830 835 842 rVB2 634447 1117736 17.09%  2.184%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION
37 8.463 842 847 851 rvv3 159169 243598 3.72% 0.476%
38 8.516 851 856 861 rVV2 224524 457905 7.00%  ©.895%
39 8.569 861 865 872 rVvVv2 270931 475314 7.27% 0.929%
40 8.657 872 880 885 rVV 424975 769471 11.76% 1.504%
41 8.704 885 888 890 rVv2 39635 56161 ©0.86% 0.110%
42 8.769 894 899 901 rVvv2 125655 204085 3.12% 0.399%
43 8.828 901 909 912 rVV2 506481 1210623 18.51% 2.366%
44 8.863 912 915 919 rVv2 255301 368928 5.64% 0.721%
45 8.927 919 926 939 rVB4 581730 1532190 23.43% 2.994%
46 9.039 939 945 950 rBV 261843 458642 7.01% 0.896%
47 9.086 950 953 957 rVV 123814 201352 3.08% 0.394%
48 9.127 957 960 964 rVVv2 153445 264566 4.05% 0.517%
49 9.162 964 966 974 rVV3 92174 202416 3.09% 0.396%
50 9.239 974 979 983 rVWW 145015 230450 3.52% 0.450%
51 9.286 983 987 995 rVB 182998 352195 5.38% 0.688%
52 9.392 995 1005 1012 rBV2 384188 848423 12.97% 1.658%
53 9.509 1015 1025 1031 rVV 1442936 2504049 38.29% 4.894%
54 9.556 1031 1033 1037 rVB2 43432 50190 0.77% 0.098%
55 9.644 1037 1048 1057 rBV9 189533 621941 9.51% 1.216%
56 9.744 1057 1065 1066 rVvv2 113219 251365 3.84% 0.491%
57 9.768 1066 1069 1077 rVV6 151349 313648 4.80% 0.613%
58 9.867 1078 1086 1090 rVV6 77083 198304 3.03% 0.388%
59 9.926 1090 1096 1101 rVV3 192314 379025 5.80% 0.741%
60 9.979 1101 1105 1110 rWwV 196813 359073 5.49% 0.702%
61 10.026 1110 1113 1123 rVB4 75551 181386 2.77% 0.354%
62 10.179 1130 1139 1142 rBV6 71118 177602 2.72% 0.347%
63 10.220 1142 1146 1152 rVB3 121455 203117 3.11% 0.397%
64 10.290 1152 1158 1163 rBV3 130042 246640 3.77% 0.482%
65 10.343 1163 1167 1168 rBV 62665 74212 1.13% 0.145%
66 10.437 1177 1183 1189 rBv4 94119 185354 2.83% 0.362%
67 10.508 1189 1195 1201 rVV3 222378 456320 6.98% 0.892%
68 10.561 1201 1204 1209 rVV4 59565 98790 1.51% ©0.193%
69 10.619 1209 1214 1218 rVV 67734 115147 1.76% 0.225%
70 10.678 1221 1224 1229 rVV2 46228 80681 1.23% 0.158%
71 10.737 1229 1234 1240 rVB3 49238 99333 1.52% 0.194%
72 10.801 1240 1245 1255 rVB2 35359 79712 1.22% 0.156%
73 11.001 1275 1279 1284 rVVé6 36330 74632 1.14% 0.146%
74 11.066 1284 1290 1294 rVV 404072 665878 10.18% 1.301%
75 11.107 1294 1297 1301 rVW 160713 300455 4.59% 0.587%

76 11.160 1301 1306 1313 rVV 506788 938563 14.35%  1.834%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG121421.M

Title : SVOA CALIBRATION

77 11.254 1313 1322 1330 rVV3 102825 227837 3.48%  0.445%
78 11.318 1330 1333 1340 rVB3 30092 49494 0.76% ©.097%
79 11.806 1411 1416 1422 rBV5 38573 72558 1.11% 0.142%
80 11.929 1432 1437 1444 rVB5 32886 59738 0.91% 0.117%
81 12.006 1444 1450 1459 rBV5 48061 95501 1.46% 0.187%
82 12.111 1462 1468 1473 rBV 88084 142040 2.17% 0.278%
83 12.499 1526 1534 1544 rBV 246861 375704 5.74% 0.734%
84 12.752 1566 1577 1588 rVB 800463 1374494 21.02% 2.686%
85 12.969 1605 1614 1621 rVB 287640 484864 7.41% ©.948%
86 13.163 1643 1647 1655 rVW6 45296 102409 1.57% 0.200%
87 13.439 1689 1694 1700 rVB 42101 61308 0.94% 0.120%
88 13.721 1735 1742 1751 rBV2 134337 287719 4.40% 0.562%
89 13.944 1774 1780 1787 rVB2 22660 48035 0.73% 0.094%
90 14.232 1823 1829 1833 rVV3 35744 67898 1.04% ©0.133%
91 14.291 1833 1839 1843 rVB3 36703 63937 ©0.98% ©0.125%
92 14.908 1933 1944 1950 rBV 275572 479307 7.33% 0.937%
93 15.701 2074 2079 2082 rBV5 30527 50422 0.77% 0.099%
94 15.894 2108 2112 2117 rBV2 26629 50044 0.77% ©.098%
95 17.651 2406 2411 2418 rBV 297133 475991 7.28% ©.930%
96 20.030 2813 2816 2822 rVB 34254 54553 ©0.83% 0.107%
97 20.923 2965 2968 2973 rVB2 42472 60578 ©.93% 0.118%
98 21.834 3119 3123 3130 rVB 63559 92884 1.42% 0.182%
99 21.975 3141 3147 3157 rVB 224666 421444 6.44% 0.824%
100 25.476 3734 3743 3757 rVB3 91249 367125 5.61% 0.718%

Sum of corrected areas: 51166860
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051846.D\data.ms
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6.255
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Abundance TIC: BG051846.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000
14.908 17.651 21.975

. 13'f1 3@%%% 1579894 20.030 20.923 21.8

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051846.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 Ethylbenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.744  37.62 ng/ul 1859260 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 91
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 384 (5.744 min): BG051846.D\data.ms (-378) (-) m/z 91.10 100.00%
91.1
5000
106.1
“H‘W‘H“H‘W‘H“
281 51.1 65.1 782 5.40 5.60 5.80 6.00
O S8 el myz 1e6.10 31.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5731: Ethylbenzene
91.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘j\

106.0 5.40 5.60 5.80 6.00
' m/z 51.15 11.82%

51.0 65.0 780
0 \\\’HH‘HH‘\ZH?\‘OHH“HHHHH‘\‘\‘H‘H\H“HH‘EH\‘\‘\‘\‘\‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0

5.40 5.60 5.80 6.00

5000 m/z 65.10 11.39%
106.0
51.0
olb0 a0 20 | L T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5733: Ethylbenzene “HHWHWH_HW
91.0 5.40 5.60 5.80 6.00

m/z 77.10 9.73%

5000
106.0
270 ‘ 65.0 750
0 ‘ \\‘ ‘ ‘ nin

m/z--> 0 10 20 30 40 50 60 70 80 90 100110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 p-Xylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.879 132.34 ng/ul 6540530 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 o-Xylene 106 C8H10 000095-47-6 97
Abundance Scan 407 (5.879 min): BG051846.D\data.ms (-400) (-) m/z 91.10 100.00%
91.1
“W‘H‘_“W‘H‘_“
391 511 g2 't ‘ 5.60 5.80 6.00 6.20
Ob et e el nyz 106.10  48.30%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724 p-Xylene
91.0

5.60 5.80 6.00 6.20
m/z 105.10  23.67%

27.0 39.0 51.0 65.0 77.0 ‘
O\‘\\\‘\’\\1\“\\\\"M‘\\\‘\‘\‘\\‘\\\‘H‘\\\\‘1\\\‘\‘{\‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
R AARRRREE SRR TR
560580600620
270 39.0 510 65.0 77.0
0 WH“,HH‘_m,“luuHHHW‘MWH‘lm_‘m_m
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0 5.60 5.80 6.00 6.20

m/z 39.10 12.41%

106.0

5000
39.0 510 g5 77.0 ‘
270 | |0

m/z--> 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.202 Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
6.202  2.26 ng/ul 111621 1,4-Dichlorobenzene-d4  8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-d-methylcyclohexane 126 coms 003728-56-1 91

019489-10-2 91
003728-55-0 91
003728-54-9 91
004923-78-8 87

2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18
3 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18
4 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18

Abundance Scan 462 (6.202 min): BG051846. D\data ms (-457) (-) m/z 97.10 100.00%
7.1

5[:
5000
41.1
69.2
AT P
126.2 5.80 6.00 6.20 6.40 6.60
a1l 880 || w2 ;
0l e b e e m/z 55,15 91.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000
5.80 6.00 6.20 6.40 6.60
41.0 69.0 126.0 m/z 41.15 36.58%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
97.0
55.0
5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 69.15 26.51%
41.0 690 126.0
: s | 10 |
H‘HH‘H‘wu‘wu‘w‘uw‘mu‘u‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 97.0 5.80 6.00 6.20 6.40 6.60
' m/z 39.10 17.01%
5000
41.0 69.0 126.0 J\
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 o0-Xylene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.255 51.62 ng/ul 2551000 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 95
2 o-Xylene 106 C8H10 000095-47-6 95
3 p-Xylene 106 C8H10 000106-42-3 95
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 471 (6.255 min): BG051846.D\data.ms (-465) (-) m/z 91.15 100.00%
91.2
5000 106.2
I ‘ 77‘-1 ‘ 1252 6.00 6.20 6.40 6.60
0 wHH_HmHMWe“‘ugm‘,‘;“u‘!‘m,mwH,w"w m/z 106.15  42.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5724 p-Xylen
91.0
5000 106.0 W W A S
6.00 6.20 6.40 6.60
m/z 43.15 30.15%
270 51.0 77.0
0 \‘H\‘f‘\\fi‘[\f\f}‘f“\f\[eﬁ)‘\q‘H\‘H’\\\\“L\H’\“\\‘\‘HH’\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5727: 0-Xylene
91.0
6.00 6.20 6.40 6.60
5000 106.0 m/z 57.15 25.34%
39.0 77.0
63.0
0 “‘2‘6‘*‘0“H1“‘”H}““H“M"H“U,‘m“‘uH,“m‘uu,uw‘m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5725: p-Xylene
91.0 6.00 6.20 6.40 6.60
m/z 105.10 18.72%
106.0
5000
51.0 77.0
0 2?0 “ \‘M G\Iﬂ’)'o , ‘H l L
e e e e e

m/z-->

20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 5 (DEL) Alkane: Cyclic6.519 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
6.519 6.20 ng/ul 306588 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 43
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38

4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16

002207-03-6 38
002207-03-6 35

Abundance Scan 516 (6.519 min): BG051846.D\data.ms (-509) (-) m/z 43.15 100.00%

17 571
97.2
5000
7.2 N AWV A L
‘ ‘ 1 0125'3 6.20 6.40 6.60 6.80
0 ‘wHH,‘HwHH;‘;‘ww‘m_u“:‘HMMHH‘WW:HWMW m/z 55.10  80.82%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 L L R R B B
41.0 70.0 6.20 6.40 6.60 6.80
m/z 57.15 80.57%
\

o

27.0 ‘ ‘ 126.0
‘W””P‘”W”WL‘W””W”h“”wwmﬁ‘uﬁ}ﬁ%QW”kﬁ”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

620640660680

41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0 ”W‘”!”LM”‘LL‘WJ“W‘”‘M”‘W‘”W‘H\””\“‘W”‘W‘” PJJ\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7618: Cyclohexane, 1,1-dimethyl- R AREmaEATEE S S
97.0 6.20 6.40 6.60 6.80
52.0 m/z 97.15  62.31%

5000 41.0 69.0
27.0 ‘
| 830 | 1120

m/z-->

o

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.636 3.61 ng/ul 178602 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 52
Abundance Scan 536 (6.636 min): BG051846.D\data.ms (-530) (-) m/z 57.15 100.00%
57.1
5000
39 97.2
9 1273 168.1 6.40 6.60 6.80 7.00
0’ o o288 s 43015 93.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 UL L B I IR B
6.40 6.60 6.80 7.00
29.0 m/z 41.15 55.91%
\‘ I ls1. N0 0
O\\\‘\\\‘\\\‘\1‘\\‘\0\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 60 80 100 120 140 160
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
A RAR R
6.40 6.60 6.80 7.00
5000 m/z 71.15 45.92%
290 99.0
H LI ‘M 7.0 H
0l PSSR NS AN RS
m/z-->
Abundance #22076: Nonane, 4-methyl- P /M/M\ e m/
57.0 6.40 6.60 6.80 7.00
m/z 55.15 41.38%
5000
98.0
29.0 ‘
om_‘“w (2 I N Y A WO A WAL/
m/z--> 20 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_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Benzene, (1-methylethyl)- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.736 8.07 ng/ul 399015 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 70
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 68
Abundance Scan 553 (6.736 min): BG051846.D\data.ms (-546) (-) m/z 105.15 100.00%
105.2
5000 431 57.1
71.2 120.2 SNBSS WS
| ‘ ‘ H 912 6.40 6.60 6.80 7.00
0 ‘wHH,‘HwHHMH‘q‘mle_uu‘e“hml_‘“hu“u‘ewwm‘umw m/z 57.15 41.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000
1200 6.40 6.60 6.80 7.00
510 77.0 oo ' m/z 43.10 38.79%
O \\‘HH’\Z\Z\"O\\H“‘\H\}‘}\HH‘\‘\\‘\}}!“\H\“\.\HH‘\}\‘HH“\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10713: Benzene, (1-methylethyl)-
105.0
P e Y
6.40 6.60 6.80 7.00
5000 m/z 41.15 31.41%
120.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10714: Benzene, (1-methylethyl)- A e
105.0 6.40 6.60 6.80 7.00
m/z 120.15 24.43%
5000
120.0
77.0
270 | 0 e |
O bt e e e e e R R EEEmEEmaay
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
BGO51846.D

Dec 2021  2:15

: CG/JU
: M5215-06DL2 20X

: 53

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.807  6.95 ng/ul 343520 1,4-Dichlorobenzene-dd  8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,6-dimethyl- 142 cle2 062051-30-1 90

2 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 86
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 83
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83

Abundance Scan 565 (6.807 min): BG051846.D\data.ms (-561) (-) m/z 57.15 100.00%

57.1
5000
Pt e
1131 6.40 6.60 6.80 7.00 7.20
o 48 Ly 7115 68.62%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 T Tt
6.40 6.60 6.80 7.00 7.20
m/z 43.15 59.76%
‘ 113.0
O\\l‘\u‘\J}‘\‘l\‘f“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22081: Nonane, 3-methyl-
57.0
A e
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 41.15 50.16%
‘ 112.0
oHMuw_“m_‘H_‘H_m_m_m_mw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22077: Nonane, 3-methyl- At
57.0 6.40 6.60 6.80 7.00 7.20
m/z 56.15 34.43%
5000
‘ 112.0
oH\“U‘uMM‘“‘m_m_m_m_m_m_m_‘ AT R
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.895 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.895 12.46 ng/ul 615940 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 64
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 64
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 64

Abundance Scan 580 (6.895 min): BG051846.D\data.ms (-575) (-) m/z 83.15 100.00%

55.1 83.2
5000
391
126.2
N S
ottt e m/z 55.15 91.11%
miz--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000 L L B L I I L I
6.60 6.80 7.00 7.20
270 126.0 m/z 41.15 62.51%
O\\\‘\H\\"H\\\“!“\‘}“\f“f‘\fg\al‘o\\f\‘\f\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13202: Cyclohexane, propyl-
83.0
R e
55.0 6.60 6.80 7.00 7.20
5000 m/z 82.15 52.54%
39/0 126.0
o RO R VO . R N
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- “‘,H““H““‘w4¥?7
55.0 83.0 6.60 6.80 7.00 7.20
m/z 56.15 27.34%
5000
39,0 126.0
o130 H “;”‘ A “:‘u B A0 N VRAVASLA A VA s
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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@ (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
7.083 2.38 ng/ul 117581 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2-methyl-1-heptene 140 C10H20 019780-60-0 38
2 Hexanenitrile, 5-methyl- 111 C7H13N 019424-34-1 35
3 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 27
4 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 27
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 18
Abundance Scan 612 (7.083 min): BG051846.D\data.ms (-606) (-) m/z 69.15 100.00%
69.2
41.1
9.2 125.2
5000
1102 6.807.00 7.20 7.40
\‘ M T e R 55.15 84,359
O e b ey m/z 55.15 84.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #20719: 3-Ethyl-2-methyl-1-heptene
69.0 84.0
5000 LB L B L LA L BN
41.0 6.80 7.00 7.20 7.40
m/z 41.15 61.80%
O ‘\H\‘\H“\“\\H‘“‘\HHH\‘\‘H}H\H‘\“‘\ ‘H’\\\H‘\\J\-\]-’]\-\.\O\‘H\\’\}ﬂe-\o\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6947: Hexanenitrile, 5-methyl-
41.0
R RRAREL
69.0 6.80 7.00 7.20 7.40
5000 ’ m/z 95.15 57.97%
96.0
0 269,,11,1'0,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6590: Methanone, dicyclopropyl-
69.0 6.80 7.00 7.20 7.40
m/z 125.15 52.01%
41.0
5000
84.0 110.0
0“HW%Q?HmU‘mew‘HUHmWNHMH‘_HﬁH‘WHHM‘H_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.148 5.88 ng/ul 290732 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 64
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50

Abundance Scan 623 (7.148 min): BG051846.D\data.ms (-616) (-) m/z 57.15 100.00%

57.1

=

5000
39 98.2
‘ ‘ £7 H ‘ 138.2 6.80 7.00 7.20 7.40
O oot ll WlFTOL Wl 1882 s 4315 8e.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0
5000 L L B LI L L BN I
6.80 7.00 7.20 7.40
m/z 41.15 45.85%
290 85.0 1260
O\ ‘ \‘\‘\ \““\ T ‘\\‘i T “1 T \‘\““ T \‘\ T ‘ \h\'\ T ‘ TTTT ‘1\6\9\.0\‘ UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
e RS
6.80 7.00 7.20 7.40
5000 m/z 56.15 29.37%
29.0
85.0
‘ 126.0 171.0
o il i | a0m0 120 170
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl- P e

57.0 6.80 7.00 7.20 7.40
m/z 71.15 25.18%

5000

‘ 84.0
01— ‘3‘9‘“; il \H - U ) 113.0 150.0

T T T T T T AT‘H‘\H“M‘H\‘H‘\

I
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.242  23.70 ng/ul 1171250 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 92
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 64
4 Benzene, propyl- 120 C9H12 000103-65-1 58
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 50
Abundance Scan 639 (7.242 min): BG051846.D\data.ms (-629) (-) m/z 91.15 100.00%
91.2
5000 57.1
411 120.2
‘ | 'H 7.00 7.20 7.40 7.60
ol Ta2 L1422 05705 43.50%
m/z--> 20 40 60 80 100 120 140
Abundance #10700: Benzene, propyl-
91.0
5000 L L LI L L I L B
7.00 7.20 7.40 7.60
65.0 120.0 m/z 43.15 30.09%
39.0
15.0 ‘ I | I I ‘ I
O\\\‘\‘\\\“\\i\“\\\\“\\\\‘\\\\“\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
T e
7.00 7.20 7.40 7.60
5000 m/z 120.15 20.55%
120.0
39.0 65.0
S N
miz--> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl- AT RRARER S
91.0 7.00 7.20 7.40 7.60
m/z 41.15 20.12%
5000
120.0
39.0 65.0
O v e e e L R R R R R A e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.306 8.66 ng/ul 427949  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 87
2 Decane, 2-methyl- 156 C11H24 006975-98-0 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Decane 142 C1eH22 000124-18-5 64
5 Octane, 2-methyl- 128 C9H20 003221-61-2 64
Abundance Scan 650 (7.306 min): BG051846.D\data.ms (-645) (-) m/z 43.15 100.00%
43.1
T T
| H 98‘-2 1972 7.00 7.20 7.40 7.60
Ol e b S m/z 57.15 94.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L I B
710 7.00 7.20 7.40 7.60
m/z 41.15 56.63%
98.0
O \‘\‘}‘\\“\\\‘!“\\“\\‘\‘\\\“\\\\]-‘2\7;(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33088: Decane, 2-methyl-
43.0
R ARRmEEEES T
7.00 7.20 7.40 7.60
5000 71.0 m/z 71.15 41.39%
L) 130 aan0
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R ARBRREEEEaY
57.0 7.00 7.20 7.40 7.60
m/z 42.15 27.12%
5000
85.0
29.0
0 ‘\ ““ L M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.347 30.34 ng/ul 14995760  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 657 (7.347 min): BG051846.D\data.ms (-653) (-) m/z 105.15 100.00%
105.2
/\M\/\
N EEmaREROEESE
39.1 ‘ 7.00 7.20 7.40 7.60
ob bbb 8T8 /2 126015 30.58%
mlz--> 50 100 150 200 250 300 350
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
m/z 91.15 16.31%
39.0
O\\‘\‘r‘i“‘“\”\h\\L“\”\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.15 15.53%
39.0
I O N —
m/z--> 50 100 150 200 250 300 350
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.15 11.68%
5000
39.0 Ll
ol it e T
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.482  22.47 ng/ul 1110600 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 680 (7.482 min): BG051846.D\data.ms (-674) (-) m/z 105.10 100.00%
105.1
5000 120.2 j\/\/\
R R
391 431 77"1 91‘-2 7.20 7.40 7.60 7.80
O prerrprree et bl el sl m/z 120015 42.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 7.20 7.40 7.60 7.80
770 m/z 77.10 14.74%
39.0 UV 91.0
O \\’J\-\S\.\O’\\\M‘HH“‘HHN“H\G‘:{J"\"(\)\‘\\\m‘\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R B RAREE S
120.0 7.20 7.40 7.60 7.80
5000 m/z 91.15 13.17%
39.0 77.0 91.0
LN OO o 1 OO RS S OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #10695: Mesitylene H“‘H“H‘fﬁx‘W“‘
105.0 7.20 7.40 7.60 7.80
m/z 119.15 11.20%
120.0
5000
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.888 59.98 ng/ul 2964420 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 91
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 83
3 Decane 142 C1leH22 000124-18-5 80
4 Decane 142 C1eH22 000124-18-5 78
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 749 (7.888 min): BG051846.D\data.ms (-743) (-) m/z 57.15 100.00%
57.1
5000
‘ “ ‘ “99_2 1422 7.60 7.80 8.00 8.20
ol m/z 43.15 99.65%
miz--> 50 100 150 200 250
Abundance #22068: Decane
43.0
5000
7.60 7.80 8.00 8.20
85.0 m/z 41.15 57.82%
O T T L‘\ ‘\‘ ‘ H\ ‘! \“\ “‘ \‘ T ]\-4\‘2.‘0\ T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
Rk
7.60 7.80 8.00 8.20
5000 m/z 71.15 41.20%
99.0
0 LT 1690 1 296.
B e B S R BRI R S e e
m/z--> 50 100 150 200 250
Abundance #22066: Decane
57.0 7.60 7.80 8.00 8.20
m/z 85.10 27.10%
) ,\j\¥J«J«/\/\
99.0 142.0
014-9”‘ H‘w!‘ e — e A
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.917 54.87 ng/ul 2711890 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
Abundance Scan 754 (7.917 min): BG051846.D\data.ms (-752) (-) m/z 105.15 100.00%
105.2
5000 120.2 {\ A
51.1 77"2 91‘-2 7.60 7.80 8.00 8.20
0 ‘wHH,‘m_H;uHHMm‘;UH,‘;‘1‘_‘”‘,”“_‘31“Hm“uwm m/z 120.15  44.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 7.60 7.80 8.00 8.20
770 m/z 77.15 16.29%
39.0 V91.0
O \\‘:LHS\.\O’\HM‘\H\“‘HHN{‘H?%\.‘(\)\’\H“\“HH"HH‘\‘\‘H‘H‘\‘\“‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
7.60 7.80 8.00 8.20
5000 120.0 m/z 91.15  14.27%
77.0
51.0 91.0
0 H‘HH,%‘?"P‘M“Hui‘im1“““H,‘H‘UWH,“H““:L“H‘m““m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 119.15 12.61%
120.0
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.181 6.95 ng/ul 343622 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 46
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 41
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 41
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
5 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 38
Abundance Scan 799 (8.181 min): BG051846. D\data ms (-789) (-) m/z 105.15 100.00%
5.2
43.1
5000
85.1
69 U LN L LI L I I B B
‘ ‘ H ‘ ‘ 1342 7.80 8.00 8.20 8.40 8.60
(S M “wH‘ il L L myz 4315 84.20%
mfz--> 20 80 100 120 140
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000
7.80 8.00 8.20 8.40 8.60
270 134.0 m/z 57.15  83.50%
51.0 H | '
O\\\‘\\\\‘\\‘\\‘\\\\’\\‘\\‘}‘\\\‘\\\\‘\\
miz-> 20 40 60 100 120 140
Abundance #17575:OxWane,24nemyL2phenyL
105.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.15 41.39%
77.0
27.0 51.0 H | 134.0
) et O NN | R Y RSN M
m/z--> 20 40 60 80 100 120 140
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- e AAREARaSwEeER R
105.0 7.80 8.00 8.20 8.40 8.60
m/z 85.10 33.69%
5000
77.0
27.0 510 H | 134.0
Or—r—rg—hbs “““‘ ““,“““:M“‘ “ﬂ““
m/z--> 20 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 Benzene, 1,2,4-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.393 22.62 ng/ul 1117746  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 96
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 835 (8.393 min): BG051846.D\data.ms (-830) (-) m/z 105.15 100.00%
105.2
5000 120.2
R
39.1 77‘ 2 ‘ 8.00 8.20 8.40 8.60 8.80
O R L 1892 100,15 38.16%
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 [T T T[T T T T T T T T
120.0 8.00 8.20 8.40 8.60 8.80
m/z 77.15 16.19%
39.0 77.0
O \]-\5\.0‘\‘} T \“‘\ \‘\ T “\p\ T \M‘ T \‘\ T “\‘\ \‘\“‘ L ‘ T
miz-> 20 40 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 91.10 13.62%
39.0 77.0
LR .- T N P
miz--> 20 40 60 8 100 120 140
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 119.15 12.72%
5000 120.0
39.0 77.0
A . M‘MH\muw“w_‘
m/z--> 20 40 80 100 120 140 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BG121421.M Fri Dec 31 22:46:08 2021 Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.463 4.93 ng/ul 243598 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
3 Tetradecane 198 C14H30 000629-59-4 49

4 Heptacosane 380 C27H56 000593-49-7 49
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 49

Abundance Scan 847 (8.463 min): BG051846.D\data.ms (-842) (-) m/z 57.15 100.00%

57.1

3

5000
85.1
 amaEaREa AR
8.20 8.40 8.60 8.80
o 121 454 i
! e e m/z 41.15 74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
5000 UL L B LI L LA I B
29.0 85.0 8.20 8.40 8.60 8.80
m/z 43.15 68.80%
127.0
O\\\‘\‘\\\“\\\‘\‘\M\’\\\\‘\\\\‘\H\\\‘\]\-‘\5\6‘0\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45498: Undecane, 3-methyl-
57.0
 REEar R S
8.20 8.40 8.60 8.80
5000 m/z 71.15 64.42%

29.0 ‘
| ‘ I

\‘ | I 1120 1410 1700

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #74005: Tetradecane L EA R
57.0 8.20 8.40 8.60 8.80

m/z 55.15 50.29%

o
[er]
al
o

5000 85.0

?

o“‘_d‘w“‘W‘NM,W‘HM‘AM‘NH“H“‘H“_“‘_‘ P

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

29.0
113.0 141.0 169.0 198.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 22 Sulfurous acid, 2-ethylhexy... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.516 9.26 ng/ul 457905  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 72
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
3 Decane, 2-methyl- 156 C11H24 006975-98-0 64
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 64
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64

Abundance Scan 856 (8.516 min): BG051846.D\data.ms (-851) (-) m/z 57.15 100.00%

57.1
RRRmHEE
0 “L‘,‘&“Nu‘)w‘”“ T m/z 71.15 58.92%
miz--> 50 100 150 200 250
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0
5000 I RN R RN
8.20 8.40 8.60 8.80
113.0 m/z 43.15 56.94%
0 2\7“\0‘\“ T “‘\ ‘”H‘ \‘H T M’ \“‘ T \1‘55\.0\ I \2\2\‘5\.0\ R
miz-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
REEEE SR SR
8.20 8.40 8.60 8.80
5000 m/z 41.15 42.23%
27.0 99.0
ol il L L0 1890 a1 296.(
el e e
miz--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl- e RAmaEasEEL
43.0 8.20 8.40 8.60 8.80
m/z 85.15 36.15%
5000
85.0
ol e S
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 23 (DEL) Alkane: Cyclic8.569 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.569 9.62 ng/ul 475314  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 78
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
Abundance Scan 865 (8.569 min): BG051846.D\data.ms (-861) (-) m/z 83.15 100.00%
83.2
55.1
5000
R ARRAL RREEE
39‘ ! ‘ ‘H 119.1 140.2 8.20 8.40 8.60 8.80
0 b el L uM U D T m/z 55.15  74.54%
m/z--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L L N B BN B
8.20 8.40 8.60 8.80
m/z 82.15 56.17%
290 140.0
O\\\‘\U\\“H\\\“!“\‘}h\\“1\\\“\1-]\-]\"\0‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
T R
8.20 8.40 8.60 8.80
5000 m/z 41.15 39.58%
29.0 140.0
0 HW‘:“ M Al “Mu N - R N—
miz--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl- R R RRRRE
55.0 83.0 8.20 8.40 8.60 8.80
m/z 67.15 26.26%
5000
27.0 126.0
0 WH‘ “‘”‘ : w‘!“ “:‘M lb 1080 S S A
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 24 Benzene, cyclopropyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.657 15.57 ng/ul 769471 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 94
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 91
4 Deltacyclene 118 C9H1e 007785-10-6 76
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
Abundance Scan 880 (8.657 min): BG051846.D\data.ms (-872) (-) m/z 117.15 100.00%
11y.2
5000
91.1 e RBAREREREC R
39.1 631 ‘ 8.40 8.60 8.80 9.00
Ol el 3520 s 998,15 53,54%
mlz--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 LB B e e e
91.0 8.40 8.60 8.80 9.00
51.0 m/z 115.15 34.57%
O\\\\’2\1.(\)\“\\“}\“““\‘\7\4“.}&)‘\”\‘”\“‘\\\\H\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0

8.40 8.60 8.80 9.00

5000 ITI z 91.10 19.42%
91.0
LT T R N A |
m/z--> 20 40 60 80 100 120 140
Abundance #10180: Indane
117.0 8.40 8.60 8.80 9.00

m/z 63.15 10.85%

5000
0,150 | Lo l A

m/z--> 20 40 60 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 25 Benzene, 1,2-diethyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.769 4.13 ng/ul 204085 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94

2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91

3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91

4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90

5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 89

Abundance Scan 899 (8.769 min): BG051846.D\data.ms (-894) (-) m/z 105.10 100.00%

105.1

-

5000 134.2
57.1
411 77.1
‘ ‘ ‘ 8.40 8.60 8.80 9.00
A O R P PO P P At T A A | 9
o b b Ll b el L s 110010 93.82%
m/z--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
010 8.40 8.60 8.80 9.00
' m/z 134.15 47.69%
39.0 65.0
0 \1\5\.0’ \‘\‘\ \“‘\ \“\‘ T T ‘\‘\ T \m‘ - "H\ \‘1“ T \‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
110.0 1 A
D N
8.40 8.60 8.80 9.00
5000 1340 m/Z 91 . 15 34. 53%
91.0
39.0 65.0 ‘ ‘
‘\ M \‘H ol H Ll \M Ll ‘ |
o———1—"——t—ep el el
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.40 8.60 8.80 9.00

m/z 57.15 32.72%

5000 134.0

41.0 65.0
260 Y- %0 0 Lol

m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00

o
©
=
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 26 Benzene, 1-methyl-3-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.828 24.50 ng/ul 1210620 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 64
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 60
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 58
Abundance Scan 909 (8.828 min): BG051846.D\data.ms (-901) (-) m/z 105.15 100.00%
105.2
5000 57.1 A
134.2
39‘1 ‘ 77"1 | ‘ 8.60 8.80 9.00 9.20
bl g ML 3520 s 5705 42.20%
m/z--> 20 40 60 80 100 120 140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 L B L I LN B
8.60 8.80 9.00 9.20
77.0 134.0 m/z 134.15 22.36%
39.0
0 \1\5\.(‘)\‘1‘\ \"‘\ \“1‘5\8’9‘\ T \““ T \‘h T “‘\‘\ \‘\“‘ L |
miz-> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
NP UL VANS AW A
8.60 8.80 9.00 9.20
5000 m/z 56.15 20.32%
134.0
39.0 77.0
ob e B bl
m/z--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)- A ARSmEEEEE
105.0 8.60 8.80 9.00 9.20
m/z 106.15  15.39%
5000
134.0
20 810 TP
e
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.863 7.46 ng/ul 368928 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
2 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 78
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 78
4 Decane, 4-methyl- 156 C11H24 002847-72-5 76
5 Decane, 4-methyl- 156 C11H24 002847-72-5 76

Abundance Scan 915 (8.863 min): BG051846.D\data.ms (-912) (-) m/z 71.15 100.00%

43.1 71.2
5000
R R R
112.2 uio 8.60 8.80 9.00 9.20
0 MWH:HMHM_‘“",H!M,m‘,cm,wwww m/z 43.15  89.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
5000 L L R B L B R
8.60 8.80 9.00 9.20
m/z 57.15 61.00%
‘ ‘ 113.0
0 \\\‘\‘}\\‘i‘}\\‘!“\f‘!‘\‘f‘\\\’\\}‘\’\1\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
R RN
8.60 8.80 9.00 9.20
5000 m/z 41.15 31.01%
112.0
02801 Lk iy 1540 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate AR e
43.0 710 8.60 8.80 9.00 9.20
m/z 70.15 29.75%
5000
119.0
0115.0 \‘ Ll w‘ “\ ‘\ 95,0 ‘\ ‘ 147.0 175.0 206.0
R R e e R ARREREAE R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.039 9.28 ng/ul 458642  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 90
2 Decane, 3-methyl- 156 C11H24 013151-34-3 90
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 83
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 78
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 945 (9.039 min): BG051846.D\data.ms (-939) (-) m/z 57.15 100.00%
57.1
5000 85.2
39 A REENEEs L
‘ ‘ 126.2 153.2 8.80 9.00 9.20 9.40
Ol e e PP gz 71015 72.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000
0.0 85.0 8.80 9.00 9.20 9.40
m/z 43.15 66.13%
127.0
0 \\\‘\‘\\\“‘\\\“‘ \‘\M\“1\\\”|\\\\‘\H\\\‘\\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
8.80 9.00 9.20 9.40
5000 85.0 m/z 41.15 62.10%
29.0
126.0
S PR M .
m/z--> 20 40 60 80 100 120 140 160
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- o ARRAREEEE
43.0 8.80 9.00 9.20 9.40
m/z 85.15 42.53%
5000 71.0
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 29 Benzeneacetaldehyde, .alpha... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
9.086 4.07 ng/ul 201352 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 90
Abundance Scan 953 (9.086 min): BG051846.D\data.ms (-950) (-) m/z 105.10 100.00%
105.1
5000
134.2 R ARARARARES
g 0t 8.80 9.00 9.20 9.40
CSE W 152.3 ;
ot e e m/z 134.15 19.70%
m/z--> 20 40 60 80 100 120 140
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000 L L L L BN R
8.80 9.00 9.20 9.40
77.0 134.0 m/z 77.10 13.98%
i i
O\\\‘\\\\“\\“\\“\‘\\\“\\‘\\‘}‘\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
R ERBRARTES
8.80 9.00 9.20 9.40
5000 m/z 79.15 11.11%
134.0
77.0
VAN N PRSI N
m/z--> 20 40 60 80 100 120 140
Abundance #17039: Benzene, (1-methylpropyl)- e RAREaeSE R
105.0 8.80 9.00 9.20 9.40
m/z 91.10 10.21%
5000
270 134.0
0 21.0 517'0 H ‘ | ‘
e e
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA 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 30 Naphthalene, decahydro-, tr... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
9.127 5.35 ng/ul 264566 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 95
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 89
Abundance Scan 960 (9.127 min): BG051846.D\data.ms (-957) (-) m/z 67.15 100.00%
67.2
41.1
96.2 138.2
5000
R R AREEEE ST
‘ | 117.1 8.80 9.00 9.20 9.40
oLl ”“JQL‘Jﬁy‘cHJ‘W“‘H““ m/z 68.15 82.48%
m/z--> 20 40 60 80 100 120 140
Abundance #19465: Naphthalene, decahydro-, trans-
670 138.0
41.0 96.0
5000 UL L B R B BB
8.80 9.00 9.20 9.40
m/z 41.15  76.33%
O T \\‘\H\ UU \“H‘\\‘\H"\ij\-s\.‘o\\\\“ L
miz-> 20 40 60 80 100 120 140
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
 RARREREEEES e
8.80 9.00 9.20 9.40
5000 41.0 m/z 81.10 68.03%
112.0
PSSRSO A Y 0 N7 Y B
miz--> 20 40 60 80 100 120 140
Abundance #19461: Naphthalene, decahydro-, trans- R
67.0 8.80 9.00 9.20 9.40
138.0 m/z 138.15  66.69%
41.0 96.0
5000
o120 M 420 N N SSDURE L WPV L
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
9.162 4.10 ng/ul 202416 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 72
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
5 Decyl pentyl ether 228 C15H320 1000406-41-5 64
Abundance Scan 966 (9.162 min): BG051846.D\data.ms (-964) (-) m/z 71.15 100.00%
71.2
43.1
5000
‘ H “ 99.1 136.9 8.80 9.00 9.20 9.40 ]
o+ttt m/z 43.15 70.17%
miz--> 0 20 40 60 80 100 120 140
Abundance #33104: Octane, 2,6,6-trimethyl-
71.0
43.0
5000
8.80 9.00 9.20 9.40
m/z 70.15 34.06%
127.0
O \‘\\\\%${p\\“‘\\\M‘\\‘l\‘\‘\\9\9‘.0\\\\‘\“\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
 ARRNEEEEE SR
71.0 8.80 9.00 9.20 9.40
5000 m/z 57.15 29.71%
ol 0l L Laee
m/z--> 0 20 40 60 80 100 120 140 M
Abundance #4481: Pentane, 3,3-dimethyl- O ARANREEEEEEE S
43.0 8.80 9.00 9.20 9.40
m/z 85.15 26.09%
71.0
5000
m/z--> 0 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 32 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
9.239 4.66 ng/ul 230450 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C1oH14 000527-84-4 93
Abundance Scan 979 (9.239 min): BG051846.D\data.ms (-974) (-) m/z 119.10 100.00%
119.1
5000
91.2
391 652 ‘ 471 9.00 9.20 9.40 9.60
o A vl R Ml‘u AL R0 1943 0 134,15 30.33%
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\/\\
9.00 9.20 9.40 9.60
91.0 m/z 91.15 21.18%
39.0 65.0 ‘ ‘
0 \1\5\.0‘\‘\\\"‘\\“V\“w\\i‘H‘\\‘V\“H“\\Hl\\\‘\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 105.15 14.18%
91.0
39.0 65.0 ‘ ‘
0‘¥§?‘u‘JfHWM‘N"M‘HWu‘w‘Jdk“u““‘
m/z--> 20 40 60 80 100 120 140 /\/
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- A e
119.0 9.00 9.20 9.40 9.60
m/z 77.15 12.53%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA 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 33 o-Cymene Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.286 7.13 ng/ul 352195 1,4-Dichlorobenzene-d4 8.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C10H14 000099-87-6 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 987 (9.286 min): BG051846.D\data.ms (-983) (-)
119.2

m/z 119.15 100.00%

5000
912 134.2
391 65.0 ‘ 9.00 9.20 9.40 9.60
Ot e Mu el JM el m/z 134.15  24.93%
m/z--> 20 40 80 100 120 140
Abundance #16996: 0-Cymene
119.0
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.15 19.86%
150 390 450 |
O\\\‘\ T \‘\ T “\ \“\‘\“‘\‘\ T \‘”’ T T ’W\ \‘\w I T
mi/z--> 20 40 80 100 120 140
Abundance #16998: o-Cymene
119.0
9.00 9.20 9.40 9.60
5000 m/z 77.15 10.95%
134.0
91.0
ol-aso . 0 e
m/z--> 20 40 80 100 120 140
Abundance #16995: p-Cymene R e EanEe e
119.0 9.00 9.20 9.40 9.60
m/z 120.15 9.98%
5000
91.0 134.0
41.0 65.0
ol 280 sl e L “‘/\‘A
m/z--> 20 40 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.509 50.67 ng/ul 2504050 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1025 (9.509 min): BG051846.D\data.ms (-1015) (-) m/z 57.15 100.00%
57.1
5000
85.2 o
‘ T
| H | ‘ 1133 156.3 850
OFrrrprrr el e T e S e e m/z0 43,15 94.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 A, JL ‘
85.0 9:50
29.0 ’ m/z 41.15 55.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
T
9.50
5000 m/z 71.15 51.70%
29.0 85.0
0 ‘\‘ LUk H\ \‘ \‘ \11301410 184.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane = I
57.0 9.50
m/z 85.15 27.55%
5000
85.0
29.0
bl usvssosse  meo L
H"H"_"w“u“H“H“_“w“u“u“u“w“w“u ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53

Quant Method
Quant Title : SVOA CALIBRATION

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

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

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 35 Benzenepropanal, .beta.-met... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.644 12.58 ng/ul 621941 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 50
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 50
3 Benzene, 1l-methyl-4-(2-methylpro... 148 C1l1H16 005161-04-6 38
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 38
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 35

Abundance Scan 1048 (9.644 min): BG051846.D\data.ms (-1037) (-)

m/z 105.15 100.00%

105.2
5000 148.2 /\/\j\
131.1 T 1 7
‘ 9.50 10.00
o‘m_‘mfwu ‘“ m/z 119.15  61.69%
miz--> 80 100 120 140
Abundance #26261.BenzenepropanaL.betasmethyk
105.0 M
5000 A /\/\A U
77.0 148.0 9.50 10.00
51.0 m/z 41.15 39.45%
270 | H 130,0
O\\\\‘\‘\‘\\‘\\M“\“\‘\\\‘\\}\“ ‘\\‘\“‘\\“‘\‘\‘\‘\‘\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
= s
9.50 10.00
5000 ITI z 91.10 39.11%
91.0
39.0 65.0 ‘
olso 220 rT L L
miz--> 20 40 60 80 100 120 140
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0 950 1000
m/z 148.15 37.50%
5000
148.0
27.0 510 77.0
0“‘M“h“uﬂ‘m“ﬂ“wm“y ‘W““;g%p“u““ ] ‘ﬂhﬁ“‘}
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 36 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.744 16.73 ng/ul 251365 Naphthalene-d8 11.113

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 27
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 27
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 27
4 Carbonic acid, butyl octyl ester 230 C13H2603 1010314-63-5 27
5 1,2,3,4-Tetrahydro-1-naphthalene... 278 C16H26SSi 1000470-19-4 16

Abundance Scan 1065 (9.744 min): BG051846.D\data.ms (-1057) (-) m/z 57.15 100.00%

57.1
131.2
5000 41.1
=1 —
1152
g o i R RO
0 ps Al “U‘ TR ”“ A m/z 131.15  54.79%
m/z--> 20 100 120 140
Abundance #25032. 1H-Indene, 2,3-d|hydr0-1,1-dimethy|—
131.0
5000 /‘\/’\\ /\ T
9.50 10.00
91.0 m/z 119.15 47.97%
115.0 146.0
0+ ’2\7\0\ \“ \5\]‘-\‘0\ T “ \7\5\.‘0‘ T "\ T \H T \‘H‘! | \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0 /\A/\
10 00
5000 91.0 ITI/Z 41.15 41.75%
115.0 146.0
39.0 65.0 H ‘
o P SV RO PO S I 1 R
m/z--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- == e
131.0 9.50 10.00
m/z 43.15 31.92%
5000
91.0 146.0
390 e40 ‘ 115.0
Qbbb e I
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 37 unknown-@3 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.768 20.88 ng/ul 313648 Naphthalene-d8 11.113

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 38
2 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 38
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 35
4 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 30
5 Ethanone, 1-(2,5-dimethylphenyl)- 148 C1@H120 002142-73-6 30
Abundance Scan 1069 (9.768 min): BG051846.D\data.ms (-1066) (-) m/z 43.15 100.00%
43.1 105.1
133.2
85.2
5000
= -~
| Ao L I T VG v B o M oo
o L LL S B R IR m/z 105.10  92.42%
miz--> 20 40 60 80 100 120 140 160
Abundance #26285: Ethanone, 1-(2,4-dimethylphenyl)-
133.0
105.0 A
5000 /\ T T
9.50 10.00
77.0 . .70%
430 ‘ m/z 133.15 81.70%
0 \]-\5‘\-0’\‘\ T \“‘\ \“1‘\ “\‘\ T \“‘ T \“\ T ““\ T ‘ T \‘\ ‘ T \‘\ T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #26282: Ethanone, 1-(2,4-dimethylphenyl)-
138.0
AN LUV T
9.50 10.00
5000 105.0 m/z 85.15  66.71%
43.0 77.0
ol280 Ll ] 1800
m/z--> 20 40 60 80 100 120 140 160
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0 9.50 10.00
m/z 71.15 65.00%
5000
91.0
65.0 ‘ ‘115.0
m/z--> 20 40 60 80 100 12 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.867 13.20 ng/ul 198304  Naphthalene-d8 11.113

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 47
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 46
4 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 43
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 43

Abundance Scan 1086 (9.867 min): BG051846.D\data.ms (-1078) (-) m/z 57.15 100.00%

57.1
5000 105.2
133.2
‘ 83 9.50 10.00
0 _mi‘m; m/z 43.15  93.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 e A
85.0 9.50 10.00
m/z 71.15 89.76%
29.0 27.0
0‘\‘1‘\\ }\\‘“\\‘1\“1\\}““\\U\‘\“\\\‘\175\\5‘0\\\]\_8‘3\\()\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0 v S
9.50 10.00
5000 m/z 41.15 61.24%
0 |90 Y79 1550
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl- = =
43.0 710 9.50 10.00
m/z 105.15 42.01%
5000
ol LI L qu | 1410 169.0 197.0 [\ EWIY
R o i B AR masE s Pt e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA 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 39 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.926  25.23 ng/ul 379025 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 70
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70

Abundance Scan 1096 (9.926 min): BG051846.D\data.ms (-1090) (-) m/z 119.15 100.00%
119.2

5000 57.1
91.2 /\ ﬂﬂﬁk«
39 T Biim e
Lbell, ddes
Y AN | T O . A1 O m/z 57.15 44.56%
m/z--> 20 40 60 80 100 120 140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
10.00
m/z 134.15 43.06%
390 g5 OO 10
O \\\‘\‘\ T \“‘\ \““\ “\“\ T \“ T \‘\ T “\‘\ \Hl T \‘\.‘ L
m/z--> 20 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 /\A
Aol SN
10 00
5000 41.08%
91.0
39.0 65 0 135.0
obaso I P L R
m/z--> 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 10 00
38.43%
5000
91.0
39.0 650 ‘ 1§5.0
0 \ \\ et PRRNY

m/z-->

20 60 80 100 120 140 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA 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 40 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.979  23.90 ng/ul 359073 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 1105 (9.979 min): BG051846.D\data.ms (-1101) (-)
119.2

m/z 119.15 100.00%

MAN\ \.
91.1 135.2 K e ‘ﬁﬁ‘ ‘
391 52 ‘ 10.00
] S “‘M ik L 18120 g 134,00 42.59%
miz--> 20 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 \ f /k\ ‘
10.00
m/z 135.15 23.27%
91.0
150 390 650 | 135.0
O \\\‘\‘\\\“‘\\‘\‘\“\‘\\\“\\1\‘“‘\\”‘\\\\’\\\\
miz--> 20 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
e
10.00
5000 m/z 91.10 22.10%
91.0
39.0 65.0 ‘ ‘ 135.0
Y RNt P PR T e bt
miz--> 20 40 60 80 100 120 140 \k
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- ‘ —
119.0 10.00
m/z 77.15 11.14%
5000
50 10 135.0
Ao N PUNEN ORVINN] ES SO -
miz--> 20 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 41 Cyclohexanone, 5-methyl-2-(... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.026 12.07 ng/ul 181386 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 74
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 64
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
4 Pulegone 152 C10H160 000089-82-7 58
5 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 58

Abundance Scan 1113 (10.026 min): BG051846.D\data.ms (-1110) (- m/z 81.15 100.00%

81.2
152.2
5000 551
133.1
T \
38‘ | | 109.2 10.00
O il “H —d m:‘h : “: ALl m/z 67.15 91.30%
miz--> 20 40 60 80 100 120 140
Abundance #29329: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0
410 152.0
5000 — ‘
109.0 10.00
m/z 95.15 55.88%
190 |y syl |
O\\\‘\‘\\\\‘ 1“\‘\‘\\"‘\\‘\“1‘\\\\“‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance #29325: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0
T \
41.0 10.00
5000 109.0 152.0 m/z 152.15 54.27%
15.0
0 i T T
miz--> 20 40 60 80 100 120 140
Abundance #29507: Naphthalene, decahydro-2-methyl- B f Lol i ‘
41.0 81.0 152.0 10.00
m/z 55.15 50.87%
5000
109.0 J
omww! B3, ‘M‘,: 4 _““““1‘1‘3“'9” | ——
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 42 unknown-04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.290 16.42 ng/ul 246640 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 46
2 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 41
3 4'-Methylpropiophenone 148 C10H120 005337-93-9 41
4 4'-Methylpropiophenone 148 C10H120 005337-93-9 38
5 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20 059564-59-9 38
Abundance Scan 1158 (10.290 min): BG051846.D\data.ms (-1152) (- m/z 119.15 100.00%
119.2
5000 912 148.2 /\AJ\/\
67.2 .
41.1 \‘_/\AH_M
‘ ‘ 10.00 10.50
0! il 2973 myz 133,15 56.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
133.0
5000 /\M\/\ M/\/\
91.0 10.00 10.50
m/z 148.15  44.40%
39.0 65.0 ‘
il e (R TR Ll |
O\1\5\?\\\\“‘\\‘\\‘\‘\\\“\\\\“f\\ \\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26231: Propiophenone, 2'-methyl-
110.0 /\4 /
LEAWRAIRTAVAVAVE
91.0 10.00 10.50
5000 m/z 91.15 35.95%
65.0 148.0
39.0
Y | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26213: 4'-Methylpropiophenone —4 T
119.0 10.00 10.50
m/z 67.15 34.58%
5000 91.0
65.0 148.0
39.0 ‘
O bt e b e et e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.343 4.94 ng/ul 74212  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 25
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 22
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 22
4 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 22
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 22

Abundance Scan 1167 (10.343 min): BG051846.D\data.ms (-1163) (- m/z 57.15 100.00%

57.1
5000
1171
852 | Lao.2 10.00 1050
o I uw””_HwHu‘s_““““‘19‘8‘2‘_” m/z 43.15  35.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0
5000
10. 00 10 50
m/z 117.10  33.68%
29.0 ‘ 850 126.0
O\\\\‘\‘\‘\\‘\\\H‘\\Hi\‘w‘\\‘\““\\‘\\‘\h\'\\[\\\\‘]-\eg.\o‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45497: Undecane, 6-methyl-
A
iy AN
10.00 10.50
5000 ITI z 41.15 29.96%
29.0 98.0
0 I \ I 4 | 126.0 149.0170.0
et e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0 10.00 10.50
m/z 132.05 16.11%
5000
27.0 98.0
o‘H‘_U‘wH_weHm‘“14?9‘1‘12‘9”_”“ L AL AL
m/z--> 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.437 12.34 ng/ul 185354  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 38
2 Decane, 4-methyl- 156 C11H24 002847-72-5 38
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
4 Octane, 4-methyl- 128 C9H20 002216-34-4 38
5 1,3-Propanediamine, N,N'-dimethyl- 102 C5H14N2 000111-33-1 38

Abundance Scan 1183 (10.437 min): BG051846.D\data.ms (-1177) (- m/z 43.15 100.00%
43

3.1 71.2
105.1
5000
148.2 R
‘ 126.2 ‘ 10.50
O 1NJ‘NNJ:Mﬁﬂuhﬂuhuhﬂch“f“u“‘ m/z 71.15 98.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14526: Octane, 4-methyl-
43.0
5000 10%6
85.0 :
m/z 57.15 58.37%
0 26\% \‘\‘ h‘ 61&) | 11101280
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
430 710
——
10.50
5000 ITI/Z 105.10 57.05%
‘ ‘ 112.0
oltso L Ly T s
miz--> 20 40 60 80 100 120 140 160 /\\
Abundance #14566: Hexane, 2,3,4-trimethyl- R Wi
43.0 10.50
m/z 41.15 56.87%
5000
71.0
0 261L || 99.0 1280
N A o B e e e e ——
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 45 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.508 30.38 ng/ul 456320 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 55
2 o-Cymene 134 C1oH14 000527-84-4 55
3 p-Cymene 134 C10H14 000099-87-6 55
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 55

Abundance Scan 1195 (10.508 min): BG051846.D\data.ms (-1189) (- m/z 119.15 100.00%
2

57.1 11p
- Jk\ fkfj\
85.2
39 i I ‘ﬁ”f
1 145.1 10-50
0! ! - m/z 57.15 82.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 ——
10.50
91.0 m/z 43.15 80.50%
39.0 65.0 ‘
0 \1\5\.(’)\‘\ T \“‘\ \“1‘\ “‘1‘\ T \‘H‘ -t “m\ \‘M T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
R \
10.50
5000 ITI/Z 71.15 60.75%
41.0 90
. 65.0
0yt “\“ NS A \‘1‘\ e \‘M \ \1\‘\6"0\ —
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene T
119.0 10.50
m/z 41.15 55.34%
5000
91.0
41.0
O 1360 -
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 46 Benzoic acid, 2,5-dimethyl-... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.560 6.58 ng/ul 98790 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl-, (2,... 268 C18H2002 055000-48-1 59
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 59
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 59
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 59
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 52
Abundance Scan 1204 (10.561 min): BG051846.D\data.ms (-1201) (- m/z 119.15 100.00%
119.2
- N]\AJ\/\M
- S e LVEAY
383 | ‘13.1 : .
Ol bbbl il Ly m/z 105.15 52.57%
miz--> 0 50 100 150 200 250
Abundance #158534: Benzoic acid, 2,5-dimethyl-, (2,4-dimethylpheny
119.0
5000 /\/\f\ﬂ\ T T T Mf,‘\\
10.50
m/z 148.15 31.60%
77.0
0 | i | |149.0179.0209.0 268
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 0 50 100 150 200 250
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
ATRTAVAYE VIR RA W]
10.50
5000 m/z 133.15 24.27%
41.0 77.0
ol WL a0
miz-> 0 50 100 150 200 250 M /\A A A
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- A
119.0 10.50
m/z 77.15 15.02%
5000
39.0 77.0
m/z--> 0 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.619 7.66 ng/ul 115147 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
Abundance Scan 1214 (10.619 min): BG051846.D\data.ms (-1209) (-  m/z 57.15 100.00%
571
1050  11.00
140.2 . .
112.2
ob et b b 1122 YT w2 4315 62.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45498: Undecane, 3-methyl-
57.0
5000 AV —_
85.0 10.50 11.00
29.0 m/z 41.15 53.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
— =
10.50 11.00
5000 71.0 m/z 71.15 48.39%
‘ ‘ 99.0 141.0
ol e b kb 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester —= —
57.0 10.50 11.00
m/z 85.10 40.16%
5000 85.0
290
0 H ||, 1120 1410 193.0
w“u“u“u“_“w"H“H“H“_“w“u,‘u P =
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 48 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.801 5.31 ng/ul 79712  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 86
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 72
3 o-Cymene 134 C10H14 000527-84-4 64
4 Chrysanthemumic acid 2,4-dimethy... 286 C19H2602 000070-38-2 64
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
Abundance Scan 1245 (10.801 min): BG051846.D\data.ms (-1240) (- m/z 119.15 100.00%
119.2
- \/\ﬂ\/\’/\
91.2 148.2 T \“\/M/‘\/\/\\f\\
411 ' ‘ 10.50 11.00
S H‘M“MH““‘m‘m“Uu‘“”u b Y8120 7 14815 24.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0

UL A

5000 U
10.50 11.00

m/z 91.15 17.91%

91.0 148.0
a0 8o 1y |
0\\\\‘\\\\“\\\\‘\‘\\\“\\\\“\\\‘\“\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
oo MMM

10 50 11. 00
5000 m/z 77.15 11.14%
41.0 148.0
0‘;E?‘“HM‘J“?épwh““\W‘“w“‘w‘!‘w“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #16996: 0-Cymene . .
119.0 10.50 11.00

m/z 120.05 10.74%

5000
00 010 f\ f\
WL

m/z--> 20 60 80 100 120 140 160 10.50 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
BGO51846.D

: 29 Dec 2021 2:15

: CG/JU

: M5215-06DL2 20X

: 53  Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

le : SVOA CALIBRATION

ry ¢ 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 49 unknown-©5 Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
11.001  4.97 ng/ul 74632  Naphthalene-ds 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, dicycloheptyl ester 310 C18H3004 1000329-69-4 23

2 m-Toluamide 135 C8HSNO 000618-47-3 22
3 Benzamide, 4-methyl- 135 C8HSONO 000619-55-6 22
4 2-Cyclohexen-1-01, 1-butyl- 154 C10H180 088116-46-5 16
5 Cyclopentene, 3,5-dimethoxy- 128 C7H1202 089897-05-2 14
Abundance Scan 1279 (11.001 min): BG051846.D\data.ms (-1275) (- m/z 97.15 100.00%
97.2
55.1
5000 135.2
T
163.3  196.9 11.00
0+ m/z 55.15 74.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211852: Succinic acid, dicycloheptyl ester
97.0
5000 EE :
55.0 11.00
' m/z 119.05 51.35%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17779: m-Toluamide
119.0
91.0 VAVAWE VIV O,
11.00
5000 ITI/Z 135.15 41.84%
65.0
39.0 |
Ot el el el b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 l
Abundance #17813: Benzamide, 4-methyl- S S Y ﬂ —4
119.0 11.00
91.0 m/z 79.15 33.84%
5000
65.0
39.0
o_m‘}‘lﬂhup‘mW“:wmu}m1_”‘_m_m_mw e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 51 (DEL) Alkane: Cyclic11.806 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
11.806 4.83 ng/ul 72558 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 64
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 59
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53

Abundance Scan 1416 (11.806 min): BG051846.D\data.ms (-1411) (-  m/z 83.15 100.00%

55.1 832
5000
120.1 [ IR
1452 1682 11.50 12.00
(o] m/z 55.15 89.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0
5000 “ ——
11.50 12.00
m/z 82.15 57.69%
29.0 ‘ 168.0
O \\\‘\‘\“\\““\\\M‘\‘l“\\“‘!\\\“]\-]\-J\"\O‘\\\\‘\\\\‘\!\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0
83.0
Mo byl
11.50 12.00
5000 m/z 41.15 54.55%
2r.0 126.0
0 H“WL‘MLHM““‘fh“‘H“‘ﬁ“_“‘_“‘w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13247: Cyclohexane, (1-methylethyl)- “ —
55.0 83.0 11.50 12.00
m/z 69.15 44.91%
5000
Pudll
0 “‘_‘““V““m“ﬁl““‘m“‘t““‘u““‘,‘ - —r
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
11.929 3.98 ng/ul 59738 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,4-trimethyl- 184 C13H28 062238-15-7 72
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
3 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 59
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
5 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 58

Abundance Scan 1437 (11.929 min): BG051846.D\data.ms (-1432) (- m/z 43.10 100.00%

43.1 71.2
5000
97.2 T .
119.1 !
Lol ol gy ez 1200
OF v T M m/z 71.15 95.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59082: Decane, 2,3,4-trimethyl-
43.0 71.0
5000 T
12.00
m/z 57.15 93.36%
99.0 141.0
0\2‘2;@\\“‘\\\‘ \‘u\\\“\\u\‘\\\\i‘\\\\‘]T?q.\()’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59044: Dodecane, 4-methyl-
43.0
71.0 s
12.00
5000 ITI/Z 41.15 67.31%
99.0 140.0
P e s N 7Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59050: Undecane, 2,8-dimethyl- ——
43.0 12.00
m/z 70.15 49.77%
71.0
5000
99.0 141.0 W
0 1190 10 1600 AR
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.006 6.36 ng/ul 95501 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 72
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
Abundance Scan 1450 (12.006 min): BG051846.D\data.ms (-1444) (- m/z 57.10 100.00%
57.1
993 131.2 o ‘12-\00‘ T \
oLl “‘M u“”w“w““ —— m/z 43.15 94.74%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 WL —,
12.00
m/z 41.15 63.63%
99.0
O \z\a\\o‘\“ ‘ H‘\ ‘\“ \“‘\ “‘ \H T ]\-4\]. P\ T \1\9?0\ T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R \
12.00
5000 m/z 71.10 53.84%
0 |i ‘\ 1410 1830 2390 296
el L e e
miz--> 50 100 150 200 250 NM\JJL
Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester e !
43.0 12.00
m/z 85.15 42.16%
5000 85.0
ol | ‘\ ‘ 1970 2610 A,JW\/\M |

miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

12.111 9.45 ng/ul 142040 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1468 (12.111 min): BG051846.D\data.ms (-1462) (- m/z 57.15 100.00%
57.1

o et

H 85.2

T LN
112.2 12.00 12.50

155.2
0 _H‘H‘Luﬂm‘«H\HW‘HH‘HH‘Hﬁﬁﬁﬁ‘uu‘u‘wu‘wu“ m/z 43.15  72.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 T T T T T T T T T
12.00 12.50
85.0 m/z 71.10 71.31%
113.0
0 M‘W J | 1410 1820 2250253.0

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
e
12.00 12.50
5000 ITI/Z 41.15 41.69%
85.0
29 0
o Hm“FWmmmwmm
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74023: Dodecane, 4,6-dimethyl- —5 =
57.0 12.00 12.50
m/z 55.15 24.25%
5000
29.0‘ 85.0
113.0
ol L M oo e WAl
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00 12.50

SFAM-EPA-BG121421.M Fri Dec 31 22:46:26 2021 Page: 56



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.499  25.01 ng/ul 375764 Naphthalene-ds 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 Cl32s 000629-50-5 97

2 Tridecane 184 C13H28 000629-50-5 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 1534 (12.499 min): BG051846.D\data.ms (-1526) (-
57.1

m/z 57.15 100.00%

5000
85.2
1250
112.2
Ol bl 7?1451 1843 m/z 43.15 87.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 kj\k?‘ =
12.50
290 m/z 71.10 60.58%
H || 120 1410 1840
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
e
12.50
5000 ITI/Z 41.15 49.03%
29.0 85.0
0 \‘ L L “ (1130 141.0 1840
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T
57.0 12.50
m/z 85.15 35.48%
5000
85.0
29.0
o 13014101690 070 2260 WL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

SFAM-EPA-BG121421.M

Fri Dec 31 22:46:27 2021

Page:

57



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15

Operator : CG/JU

Sample : M5215-06DL2 20X

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA 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 56 unknown-06 Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
13.163 4.27 ng/ul 102409  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nonenoic acid, methyl ester 170 C10H1802 013481-87-3 25
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 14
3 4-Amino-2,2,5,5-tetramethyl-3-im... 172 C7H14N302 091575-47-2 12
4 dl-c-Allylglycine 115 C5H9ONO2 007685-44-1 12
5 Isothiazole, 3-methyl-5-phenyl- 175 C1OHSNS 001732-45-2 12

Abundance Scan 1647 (13.163 min): BG051846.D\data.ms (-1643) (-

m/z 175.00 100.00%

74.1 1750
5000 411
P e
96.0 1152 140.2 | 13.00 13.50
o T Bk S T PR AN m/z 74.10  83.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45046: 3-Nonenoic acid, methyl ester
41.0 74.0
96.0 J\
5000 T T T ‘ T
138.0 1300 13.50
m/z 9.05 52.38%
114.0
O' 23. ‘\\‘H\H‘\‘\\\\“\\\\‘]\-7\0\(\)‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15431: Hexanoic acid, 2-methyl-
74.0
P
1300 13.50
5000 41.15  40.88%
43.0
0 “M wa ; ‘ ‘ ‘ 010 100
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47705: 4-Amino-2,2,5,5-tetramethyl-3-imidazoline-3-oxic
74.0 13 00 13 50
70.15 39.89%
5000 56.0
142.0
98.0 172.0
o8 Mmo\»
m/z--> 40 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc

ALS vial : 53

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
13.439  2.56 ng/ul 61308 Acenaphthene-d16 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 c1sHz2 031295-56-4 83

2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64

5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64

Abundance Scan 1694 (13.439 min): BG051846.D\data.ms (-1689) (- m/z 57.15 100.00%
57.1

[o¢)
(421
w

5000
1350
127.2° 1591 -
-+ 183.2
Y| m“l el e SRS m/z 71015 99.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 1
13.50
85.0 . .35%
29.0 m/z 43.15 58.35%
0 “‘ \‘ L H\ \\‘ ul 11‘?0 1l 1410 1690 1970
‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

.

Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
=
710 13.50 )
5000 ITI/Z 41.25 46.19%
97.0  126.0
VAN N M 1 £ 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- —
57.0 13.50
m/z 85.25 30.70%
5000
29.0 85.0
Ll M3 4es0 18302060
T L E RRERK
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51846.D

Acqg On : 29 Dec 2021 2:15
Operator : CG/JU

Sample : M5215-06DL2 20X
Misc :

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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|
Ethylbenzene 5.744 37.6 ng/ul 1859260 1 8.275 988466 20.0
p-Xylene 5.879 132.3 ng/ul 6540530 1 8.275 988466 20.0
(DEL) Alkane: C... 6.202 2.3 ng/ul 111621 1 8.275 988466 20.0
o-Xylene 6.255 51.6 ng/ul 2551000 1 8.275 988466 20.0
(DEL) Alkane: C... 6.519 6.2 ng/ul 306588 1 8.275 988466 20.0
(DEL) Alkane: S... 6.636 3.6 ng/ul 178602 1 8.275 988466 20.0
Benzene, (1-met... 6.736 8.1 ng/ul 399015 1 8.275 988466 20.0
(DEL) Alkane: S... 6.807 7.0 ng/ul 343520 1 8.275 988466 20.0
(DEL) Alkane: C... 6.895 12.5 ng/ul 615940 1 8.275 988466 20.0
(DEL) Alkane: S... 7.083 2.4 ng/ul 117581 1 8.275 988466 20.0
(DEL) Alkane: S... 7.148 5.9 ng/ul 290732 1 8.275 988466 20.0
Benzene, propyl- 7.242 23.7 ng/ul 1171250 1 8.275 988466 20.0
(DEL) Alkane: S... 7.306 8.7 ng/ul 427949 1 8.275 988466 20.0
Benzene, 1l-ethy... 7.347 30.3 ng/ul 1499570 1 8.275 988466 20.0
Benzene, 1,2,3-... 7.482 22.5 ng/ul 1110600 1 8.275 988466 20.0
(DEL) Alkane: S... 7.888 60.0 ng/ul 2964420 1 8.275 988466 20.0
Mesitylene 7.917 54.9 ng/ul 2711890 1 8.275 988466 20.0
unknown-01 8.181 7.0 ng/ul 343622 1 8.275 988466 20.0
Benzene, 1,2,4-... 8.393 22.6 ng/ul 1117740 1 8.275 988466 20.0
(DEL) Alkane: S... 8.463 4.9 ng/ul 243598 1 8.275 988466 20.0
Sulfurous acid,... 8.516 9.3 ng/ul 457905 1 8.275 988466 20.0
(DEL) Alkane: C... 8.569 9.6 ng/ul 475314 1 8.275 988466 20.0
Benzene, cyclop... 8.657 15.6 ng/ul 769471 1 8.275 988466 20.0
Benzene, 1,2-di... 8.769 4.1 ng/ul 204085 1 8.275 988466 20.0
Benzene, 1-meth... 8.828 24.5 ng/ul 1210620 1 8.275 988466 20.0
(DEL) Alkane: S... 8.863 7.5 ng/ul 368928 1 8.275 988466 20.0
(DEL) Alkane: S... 9.039 9.3 ng/ul 458642 1 8.275 988466 20.0
Benzeneacetalde... 9.086 4.1 ng/ul 201352 1 8.275 988466 20.0
Naphthalene, de... 9.127 5.3 ng/ul 264566 1 8.275 988466 20.0
(DEL) Alkane: S... 9.162 4.1 ng/ul 202416 1 8.275 988466 20.0
Benzene, 1l-ethy... 9.239 4.7 ng/ul 230450 1 8.275 988466 20.0
o-Cymene 9.286 7.1 ng/ul 352195 1 8.275 988466 20.0
(DEL) Alkane: S... 9.509 50.7 ng/ul 2504050 1 8.275 988466 20.0
Benzenepropanal... 9.644 12.6 ng/ul 621941 1 8.275 988466 20.0
unknown-02 9.744 16.7 ng/ul 251365 2 11.113 300455 20.0
unknown-03 9.768 20.9 ng/ul 313648 2 11.113 300455 20.0
(DEL) Alkane: S... 9.867 13.2 ng/ul 198304 2 11.113 300455 20.0
Benzene, 1,2,3,... 9.926 25.2 ng/ul 379025 2 11.113 300455 20.0
Benzene, 1,2,3,... 9.979 23.9 ng/ul 359073 2 11.113 300455 20.0
Cyclohexanone, ... 10.026 12.1 ng/ul 181386 2 11.113 300455 20.0
unknown-04 10.290 16.4 ng/ul 246640 2 11.113 300455 20.0
(DEL) Alkane: S... 10.343 4.9 ng/ul 74212 2 11.113 300455 20.0
(DEL) Alkane: S... 10.437 12.3 ng/ul 185354 2 11.113 300455 20.0
Benzene, 2-ethy... 10.508 30.4 ng/ul 456320 2 11.113 300455 20.0
Benzoic acid, 2... 10.560 6.6 ng/ul 98790 2 11.113 300455 20.0
(DEL) Alkane: S... 10.619 7.7 ng/ul 115147 2 11.113 300455 20.0
Benzene, 1-meth... 10.801 5.3 ng/ul 79712 2 11.113 300455 20.0
unknown-05 11.001 5.0 ng/ul 74632 2 11.113 300455 20.0
(DEL) Alkane: C.. 11.806 4.8 ng/ul 72558 2 11.113 300455 20.0
(DEL) Alkane: S.. 11.929 4.0 ng/ul 59738 2 11.113 300455 20.0
(DEL) Alkane: S.. 12.006 6.4 ng/ul 95501 2 11.113 300455 20.0
(DEL) Alkane: S... 12.111 9.4 ng/ul 142040 2 11.113 300455 20.0
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(DEL) Alkane: S... 12.499 25.0 ng/ul 375704 2 11.113 300455 20.0
unknown-06 13.163 4.3 ng/ul 102409 3 14.908 479307 20.0
(DEL) Alkane: S... 13.439 2.6 ng/ul 61308 3 14.908 479307 20.90
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