LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc :

ALS Vvial : 22 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: BGO51771.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  4.029 88 92 105 rBV 38342 67662 0.41% 0.187%
2 7.248 636 640 646 rVB3 12238 19072 0.11% 0.053%
3 7.406 660 667 676 rVB 149445 286866 1.73% 0.793%
4 7.577 689 696 705 rBV 105094 189252 1.14% 0.523%
5 7.794 727 733 744 rVB 132718 247257 1.49% 0.683%
6 8.182 792 799 801 rBV5 10242 21946 0.13% 0.061%
7 8.270 805 814 820 rVB4 145754 318737 1.92% 0.881%
8 8.340 820 826 831 rVB5 13587 31479 0.19% 0.087%
9 8.411 831 838 841 rBVS5S 9000 16757 0.10% 0.046%
10 8.458 843 846 850 rVW4 18160 25587 0.15% 0.071%
11 8.517 850 856 861 rVv3 23189 46776 0.28% 0.129%
12 8.564 861 864 871 rVB5 15523 23515 0.14% 0.065%
13 8.640 873 877 882 rVB5 9183 18247 0.11% 0.050%
14 8.705 882 888 890 rBV3 10779 16885 0.10% 0.047%
15 8.810 895 906 912 rBV6 25223 92944 0.56% 0.257%
16 8.863 912 915 921 rVB3 31185 48269 0.29% 0.133%
17 8.963 921 932 940 rBV3 172718 365183 2.20% 1.009%
18 9.039 940 945 951 rBV2 31099 54956 ©.33% 0.152%
19 9.133 956 961 963 rBV4 12275 21671 0.13% 0.060%
20 9.392 996 1005 1008 rBV3 40308 90587 ©.55% 0.250%
21  9.439 1008 1013 1018 rVV 135353 238595 1.44% 0.659%
22 9.492 1018 1022 1030 rVB8 18571 38456 0.23% 0.106%
23 9.603 1037 1041 1043 rBV3 14988 23349 0.14% 0.065%
24  9.768 1057 1069 1075 rVB5 22594 62982 0.38% 0.174%
25 9.862 1077 1085 1090 rBV8 19567 40768 ©0.25% 0.113%
26 9.927 1090 1096 1101 rBV6 29900 58233 0.35% 0.161%
27 9.979 1101 1105 1109 rBV4 13130 21139 ©0.13% 0.058%
28 10.167 1130 1137 1144 rBV2 129161 255042 1.54% 0.705%
29 10.220 1144 1146 1151 rVB3 20789 25718 0.15% 0.071%
30 10.285 1151 1157 1162 rBV7 24519 50294 0.30% 0.139%
31 10.344 1163 1167 1170 rBV4 22002 36034 0.22% 0.100%
32 10.438 1178 1183 1189 rBvV3 28455 47932 0.29% 0.132%
33 10.502 1189 1194 1198 rBV6 27249 51143 0.31% 0.141%
34 10.567 1202 1205 1209 rVB6 15260 20444 0.12% 0.056%
35 10.620 1209 1214 1218 rBV3 25612 42757 0.26% ©0.118%

36 10.714 1220 1230 1239 rVB 160390 330426 1.99% 0.913%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc :

ALS Vvial : 22 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 10.808 1240 1246 1248 rBV3 13866 27168 ©0.16% 0.075%
38 11.107 1286 1297 1301 rBV 183832 397422  2.40%  1.098%
39 11.160 1301 1306 1312 rVB 579575 1054073 6.35% 2.912%
40 11.231 1312 1318 1321 rBV 126232 246733 1.49% 0.682%
41 11.319 1329 1333 1340 rBV6 26112 48029 0.29% 0.133%
42 11.477 1355 1360 1362 rBV6 11138 18655 0.11% 0.052%
43 11.536 1367 1370 1373 rVW4 14616 20764 0.13% 0.057%
44 11.607 1375 1382 1388 rVB8 24646 58092 ©0.35% 0.161%
45 11.812 1412 1417 1422 rVB6 32479 70519 0.43% 0.195%
46 11.930 1432 1437 1444 rBV5S 37932 69816 0.42% 0.193%
47 12.018 1447 1452 1461 rVB1o 27613 68518 ©0.41% ©.189%
48 12.118 1463 1469 1473 rVWW 126077 208937 1.26% ©.577%
49 12.159 1473 1476 1480 rVVv4 39493 58072 0.35% 0.160%
50 12.206 1480 1484 1490 rVB6 37691 67577 0.41% 0.187%
51 12.294 1494 1499 1505 rBV8 27848 53977 ©0.33% 0.149%
52 12.388 1511 1515 1518 rBv4 24517 30479 0.18% 0.084%
53 12.499 1527 1534 1538 rBV7 37740 80339 0.48% 0.222%
54 12.723 1566 1572 1573 rBV3 39710 69246 0.42% 0.191%
55 12.752 1573 1577 1585 rVB 120230 199389 1.20% ©.551%
56 12.969 1609 1614 1623 rVB2 74712 144901 0.87% 0.400%
57 13.128 1636 1641 1644 rBV2 46998 79144 0.48% 0.219%
58 13.193 1649 1652 1655 rVB3 28743 36450 0.22% 0.101%
59 13.381 1677 1684 1689 rBV5 32463 78232 0.47% 0.216%
60 13.439 1689 1694 1701 rVB 189505 295340 1.78% 0.816%
61 13.721 1735 1742 1752 rBV8 97440 310605 1.87% 0.858%
62 13.939 1776 1779 1781 rBV4 34953 52265 0.31% 0.144%
63 14.068 1797 1801 1813 rVB8 71577 200708 1.21% ©.555%
64 14.232 1824 1829 1834 rBV2 102030 170769 1.03% 0.472%
65 14.291 1834 1839 1844 rVB 317379 492113  2.97% 1.360%
66 14.344 1844 1848 1850 rBvV2 109372 164463 0.99% 0.454%
67 14.379 1850 1854 1858 rVB 263211 361076  2.18%  0.998%
68 14.603 1887 1892 1897 rBV 296759 479284  2.89% 1.324%
69 14.667 1899 1903 1906 rVB5 61983 94360 0.57% 0.261%
70 14.744 1913 1916 1920 rVB2 143419 193403 1.17% 0.534%
71 14.791 1921 1924 1927 rBV3 40939 58544 ©0.35% 0.162%
72 14.908 1934 1944 1949 rBV 310569 664455 4.00% 1.836%
73 15.067 1968 1971 1976 rBV 126161 167940 1.01% 0.464%
74 15.296 2006 2010 2016 rVB5 134610 223532 1.35% 0.618%
75 15.525 2045 2049 2053 rBV5 76726 135818 ©.82% 0.375%

76 15.572 2053 2057 2062 rBV6 102045 168926 1.02% 0.467%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc :

ALS Vvial : 22 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 15.701 2075 2079 2082 rBV3 168984 250789 1.51% 0.693%
78 15.895 2108 2112 2116 rBV 373569 555325  3.35% 1.534%
79 16.147 2151 2155 2166 rVB5 291224 698448 4.21% 1.930%
80 16.312 2179 2183 2187 rBV 176755 280794 1.69% 0.776%
81 16.623 2228 2236 2241 rBV2 631191 1120717 6.75% 3.097%
82 17.446 2373 2376 2381 rVB 290707 393425 2.37% 1.087%
83 17.657 2408 2412 2416 rVB 286264 426980 2.57% 1.180%
84 17.757 2425 2429 2434 rVB 404099 595388 3.59% 1.645%
85 19.091 2653 2656 2660 rVB3 218420 258636 1.56% 0.715%
86 19.625 2744 2747 2756 rVB2 263586 380185 2.29% 1.050%
87 20.030 2812 2816 2827 rVB 536301 843666 5.08%  2.331%
88 20.935 2966 2970 2974 rVB 722182 942360 5.68% 2.604%
89 21.299 3029 3032 3039 rVB 158701 235114 1.42% 0.650%

90 21.863 3119 3128 3138 rVB 9752946 16592576 100.00% 45.847%

91 21.975 3142 3147 3156 rVB3 297868 594767 3.58% 1.643%

92 23.050 3326 3330 3333 rBV4 99787 170927 1.093% 0.472%

93 23.162 3344 3349 3361 rVB 173599 430356 2.59% 1.189%

94 25.241 3698 3703 3713 rVB4 246925 654024 3.94% 1.807%
Sum of corrected areas: 36191570
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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: BG051771.D\data.ms
1le+07

8000000
6000000
4000000

2000000

4.029 7. 2745357779488M§ 2 i i#3aad
0 L L O O I A L L L L B B B BN e T Bl
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10 00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051771.D\data.ms
1e+07 21.863

8000000

6000000

4000000

2000000
20.935

19.001 19.62%0-030

0T T T T T T T T T T T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG051771.D\data.ms
1le+07

8000000
6000000
4000000
2000000

285®2 25.241
AN A |

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 Sulfurous acid, butyl nonyl... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.517 2.94 ng/ul 46776  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
2 Hexadecane 226 C16H34 000544-76-3 64
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
4 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 56
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53

Abundance Scan 856 (8.517 min): BG051771.D\data.ms (-850) (-) m/z 57.15 100.00%

57.1
5000 85.1 M
R R
‘ H 127.1 8.20 8.40 8.60 8.80
0 W‘H‘NHNM‘WH\Muwwwh‘ﬂu‘_“w‘u‘_“w‘u“u“ m/z 43.20 56.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
5000 UL L B BRI L BB
85.0 8.20 8.40 8.60 8.80
290 m/z 71.15 55.56%
o L, 0610 1790
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
8.20 8.40 8.60 8.80
5000 m/z 85.10 45 .,54%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0 8.20 8.40 8.60 8.80
m/z 41.15 30.40%
5000 85.0
29.0 113.0
0"NL‘ﬂ‘w"M‘ﬂuu“d‘_‘H“H‘_‘H“H‘_‘H“H‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.810 5.83 ng/ul 92944  1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
2 Decane, 1-fluoro- 160 C1leH21F 000334-56-5 50
3 Decane, 5-methyl- 156 C1l1H24 013151-35-4 50
4 Decane, 5-methyl- 156 C1l1H24 013151-35-4 47
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 43
Abundance Scan 906 (8.810 min): BG051771.D\data.ms (-895) (-) m/z 57.15 100.00%
57.1
85.1
39 Rmana A RARE S
| H “ 111.2 8.40 8.60 8.80 9.00 9.20
0 ““‘“‘{;‘H“‘M‘uﬂh“wu‘ﬂw“u“““““‘ m/z 43.15 76.84%
miz--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 DL B NLALELL B R
8.40 8.60 8.80 9.00 9.20
m/z 41.15 41.12%
84.0
O \\\‘\\\3\9‘“?\\ ‘\\‘H\\‘U\\\H‘ \1\1\‘3\-0‘\\\\‘]\_5\()\.(\)‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36059: Decane, 1-fluoro-
43.0
Rmaas R
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.15 31.44%
69.0
97.0
ol F?‘x 2 H: |l ‘M L ;‘M ~Le.0 1400 160.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl- Rmaas AR
57.0 8.40 8.60 8.80 9.00 9.20
m/z 69.15 26.23%
5000 29.0
85.0
0 ‘\‘\ \H_U H‘ ‘\ “ 112.0 156.0
e Rmaas R
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 3 4-Methyl-3-heptanol, triflu... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.863 3.03 ng/ul 48269 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-3-heptanol, trifluorocac... 226 C10H17F302 1000365-51-8 72
2 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72
3 Octane, 2,6,6-trimethyl- 156 C11H24 054166-32-4 64

4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 64
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 59

Abundance Scan 915 (8.863 min): BG051771.D\data.ms (-912) (-) m/z 71.15 100.00%

43.1 712
5000

)

L R B A L L

| 8.60 8.80 9.00 9.20
H"m“HmuuJ‘_“",Hlm,“H‘,‘1‘51“‘,2‘”””_”‘ m/z 43.15 91.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0

5000 L A L
8.60 8.80 9.00 9.20

m/z 57.15 53.81%

112.0
150 || 1540 1960
\\\‘\\\\‘\\\\‘\\f\[f\\\’\\1\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0

8.60 8.80 9.00 9.20

o

o

5000 m/z 70.15 31.40%
119.0
o150 || | “ 95,0 \‘ 147.0 1750 2060
m‘mwm_m"‘H,HH,HH,HH,HH_M‘HH_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33104: Octane, 2,6,6-trimethyl- m‘uw‘m,uu_m
71.0 8.60 8.80 9.00 9.20
43.0 m/z 41.15 28.11%
h W\WVW\AW
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\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.039 3.45 ng/ul 54956 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 78
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50

Abundance Scan 945 (9.039 min): BG051771.D\data.ms (-940) (-) m/z 57.15 100.00%

57.1
5000 85.2
Gt
12‘6-2 153.2 8.80 9.00 9.20 9.40
Ol ‘m”m“Huu1“_”““‘”‘”‘HL_W,HH m/z 71.15  73.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 kw{\\/\u‘uu‘uu’uu‘\u
0.0 85.0 8.80 9.00 9.20 9.40
m/z 43.15 60.40%
127.0
O\‘\‘\\\“‘\\\“‘\‘\‘H\“{\\\H‘\\\\‘\‘\\\‘\}\5\6‘.0\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
DT
8.80 9.00 9.20 9.40
m/z 41,15 59.48%
5000 85.0
230 127.0
o e PO 1510 790
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59031: Nonane, 5-butyl- R
430 41, 8.80 9.00 9.20 9.40
m/z 85.20 41.95%
5000 126.0
0 o0 | wsso o
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.492 2.41 ng/ul 38456 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 42
2 4-Decene, 6-methyl-, (E)- 154 C11H22 036229-57-9 38
3 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 38
4 4-Methyl-dodecan-1-ol 200 C13H280 086234-17-5 37
5 Cyclopropane, 1-butyl-1-methyl-2... 154 C11H22 041977-34-8 35

Abundance Scan 1022 (9.492 min): BG051771.D\data.ms (-1018) (-) m/z 55.15 100.00%
1

55.
97.1
5000
R e aa a R
‘ ‘ H ‘ | HB\M 9.20 9.40 9.60 9.80
oAl m/z 41.15  74.11%
miz--> 50 100 150 200 250
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 L B B L BN LR
9.20 9.40 9.60 9.80
m/z 69.15 73.83%
o ||
Ot ‘\“ ‘M\ “‘ ‘\‘ \M“ r‘“ \‘Esﬁ? T :\LS\Z\O‘ \22\4\0\ T \2\89(\
miz--> 50 100 150 200 250
Abundance #31439: 4-Decene, 6-methyl-, (E)-
55.0
R e aa a R R
9.20 9.40 9.60 9.80
5000 m/z 43.15 68.00%
97.0
T
miz--> 50 100 150 200 250
Abundance #13027: 4-Hepten-3-one, 4-methyl- R BEEmEEE S
41.0 970 9.20 9.40 9.60 9.80
' m/z 97.10 55.74%
- /\AM
obodhyly | o ed N e\
m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80

SFAM-EPA-BG121421.M Fri Dec 31 22:11:21 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 25
R.T. EstConc Area Relative to ISTD R.T.
9.768 3.17 ng/ul 62982  Naphthalene-d8 11.107

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 64
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 59
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
4 Decane, 4-ethyl- 170 C12H26 001636-44-8 50
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 50
Abundance Scan 1069 (9.768 min): BG051771.D\data.ms (-1057) (-) m/z 43.15 100.00%
43.1
71.2
5000
—— —
12 4132 4395 9.50 10.00
Ol il e m/z 57.10 98.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59055: Undecane, 2,7-dimethyl-
43.0
5000 — —
71.0 9.50 10.00
m/z 71.15 71.82%
98.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59052: Undecane, 3,7-dimethyl-
43.0
—— —
9.50 10.00
5000 710 m/z 41.15  65.84%
J2to |1 |90 1270 1550 e
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45502: Decane, 2,4-dimethyl- — —
43.0 9.50 10.00
m/z 85.20 60.58%
5000 71.0
O e 1201880 wradp A,
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

SFAM-EPA-BG121421.M Fri Dec 31 22:11:22 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.862 2.05 ng/ul 40768 Naphthalene-d8 11.107

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 27
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 27
3 1-Hexanol, 5-methyl-2-(1-methyle... 158 C10H220 002051-33-4 27
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 27
5 Decane, 2-methyl- 156 C11H24 006975-98-0 27

Abundance Scan 1085 (9.862 min): BG051771.D\data.ms (-1077) (-) m/z 57.15 100.00%
57.1

5000 266.9 W
354. — —
“ 11114, 9.50 10.00
om““"“‘“”MU“JHH_HW“‘H_HW m/z 71.15  71.00%
mlz--> 50 100 150 200 250 300 350
Abundance #45489: Undecane, 4-methyl-
43.0
5000 — —
be o 9.50 10.00
' m/z 43.15 67.91%
‘ ‘ 126.0
O\\‘\““\ ‘\‘h‘\\“\f‘l\7\0-\0\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
P P
9.50 10.00
5000 ITI/Z 41.15 54.51%
‘ 130 o
ol L [ 00
m/z--> 50 100 150 200 250 300 350
Abundance #34666: 1-Hexanol, 5-methyl-2-(1-methylethyl)- — ——
71.0 9.50 10.00
m/z 73.15 47.89%
5000
29.0 ‘
127.0
T T O | A
m/z--> 50 100 150 200 250 300 350 9.50 10.00

SFAM-EPA-BG121421.M Fri Dec 31 22:11:22 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 8 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.927 2.93 ng/ul 58233  Naphthalene-d8 11.107

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 43
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 43
3 o-Cymene 134 C1eH14 000527-84-4 25
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 25
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 25

Abundance Scan 1096 (9.927 min): BG051771.D\data.ms (-1090) (-) m/z 71.15 100.00%

71.2
43.1 1191
5000
—r
‘ ‘ ‘ 1"1 ]\41'2 10.00
SN | T WY T m/z 57.15  98.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
5000 R
85.0 10.00
29.0 - m/z 43.15 80.28%
O\\\‘\‘\‘\\“‘\\\H“{\‘H\“}H\\\h‘\\\\‘\‘\'\\"]\-E\)J\-.\O’\\]\-??.\o\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
—
710 10.00 .
5000 m/z 119.10 74 .34%
oL Ll eme 1270 g0 10
R a Ra R =
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ\/\
Abundance #16998: 0-Cymene A ‘A/\A — A
119.0 10.00
m/z 85.10 52.17%
5000
91.0
41.0 65.0
150 40 o A A

m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAM-EPA-BG121421.M Fri Dec 31 22:11:23 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 trans-4a-Methyl-decahydrona... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.285 2.53 ng/ul 50294  Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 72
2 Spiro[5.5]undecane 152 C11H20 000180-43-8 46
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 41
4 4,5-Nonadiene 124 C9H1e6 000821-74-9 38
5 Furan, 2-hexyl- 152 C10H160 003777-70-6 38
Abundance Scan 1157 (10.285 min): BG051771.D\data.ms (-1151) (- m/z 67.15 100.00%
67.2
95.1
152.2
5000 41.1 133.2
—— —
IO I A e
0ol A Wl LA L L gz es.1e 71.40%
miz--> 20 40 60 80 100 120 140 160
Abundance #29512: trans-4a-Methyl-decahydronaphthalene
95.0
137.0
67.0
5000 —r— —
41.0 10.00 10.50
m/z 81.10 59.16%
| A o 90
O\‘\\\\i‘\\i‘}‘\“\\\‘i\\‘\”“\“\\‘iww\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29473: Spiro[5.5]undecane
96.0 152.0
67.0 T ‘ T T ‘ T
10.00 10.50
5000 m/z 152.15 53.29%
41.0
TI P  OY)
O R I
m/z--> 20 40 60 80 100 120 140 160
Abundance #29505: Naphthalene, decahydro-2-methyl- A‘A‘ : m — L,
41.0 95.0 10.00 10.50
67.0 152.0 m/z 82.15 51.18%
5000
o i
0L20 w JM“M W - ‘ ‘ “1 R N T . .l
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51771.D

Acqg On : 23 Dec 2021 5:23

Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
10.438 2.41 ng/ul 47932  Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 59
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
4 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 50
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 50

Abundance Scan 1183 (10.438 min): BG051771.D\data.ms (-1178) (- m/z 43.15 100.00%
3.1 71

43. 2
5000
——
‘ | 105.112‘6-2 10.50
ol w‘l_u1u“:MM“‘M‘m‘wm,ww,m‘_m m/z 71.15  91.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
71.0
5000 L
10.50
m/z 57.15 80.31%
99.0
O\]-\E)\.(‘)\‘\‘\\““}\\h“\\“}\‘1‘\\\“\\\\‘\\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
——
1.0 10.50 .
5000 ITI/Z 41.15 59.32%
Ll e 1210 g0 agig
A ma e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59030: Nonane, 5-butyl- T
43.0 71.0 10.50
m/z 85.10 49.83%
5000
126.0
97.0
om_‘;‘H\“mh‘w“m‘lm“‘_‘H‘““‘,‘1‘5‘4'9“”1?4:9“ MMMM
m/z--> 20 40 60 80 100 120 140 160 180 10.50

SFAM-EPA-BG121421.M Fri Dec 31 22:11:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.502 2.57 ng/ul 51143  Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2,3-dihydro-benzofuran 134 CS9H1e0 013524-73-7 30
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 30
3 Azulene, 1,2,3,3a-tetrahydro- 132 C1eH12 033877-87-1 30
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 30
5 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 30
Abundance Scan 1194 (10.502 min): BG051771.D\data.ms (-1189) (- m/z 57.15 100.00%
51.1 119.2
5000 4
91.0 i ‘
T
Ob v W M1 A A HMW ik S m/z 119.15  85.97%
miz--> 20 40 60 80 100 120 140
Abundance #17612: 3-Methyl-2,3-dihydro-benzofuran
91.0 119.0
5000 L f\}\j\/\ — : “\M/‘
10.50
51.0 1360 m/z 117.15 73.86%
210 | i, Il748 R
O\\\‘\‘\\\‘\\‘h\“ f“!‘\“‘\\\‘\‘\\HH\‘\\\
miz--> 20 40 80 100 120 140
Abundance #16139.Benzene,(24nethyL2¢ﬂopenyD—
117.0 /\\
o ML L0 At
10.50
5000 m/z 71.15 71.97%
91.0
39.0
65.0 ‘
133.0
NIE 1 IS P S PN - o
m/z--> 20 40 60 80 100 120 140
Abundance #16133: Azulene, 1,2,3,3a-tetrahydro- — |
117.0 10.50
m/z 43.15 56.52%
5000 91.0
39.0
‘ ‘ 65.0 3.0
O I -
m/z--> 20 40 80 100 120 140 10.50

SFAM-EPA-BG121421.M Fri Dec 31 22:11:24 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.620 2.15 ng/ul 42757  Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
3 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 53
4 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 53
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53

Abundance Scan 1214 (10.620 min): BG051771.D\data.ms (-1209) (- m/z 57.15 100.00%
57.1

— —
‘ 1123 1413 10.50 11.00
0 H“‘“wk‘u‘MHU‘quuh‘hh““ﬂﬁ“‘_““‘u m/z 71.10 58.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45490: Undecane, 3-methyl-
57.0
5000 T ——
85.0 10.50 11.00
29.0 m/z 43.15 55.04%
141.0
0 \\\‘\‘\ T “‘M T ‘LU‘ T \“\‘ T H‘\ T \“‘:\Lwlw‘zwlc‘)\ T U\ TTT ‘1\7\9\0‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59038: Dodecane, 2-methyl-
43.0
— —
10.50 11.00
5000 71.0 ITI/Z 41.15 51.56%
99.0 141.0
S O B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33105: Octane, 2,2,6-trimethyl- — —
57.0 10.50 11.00
m/z 56.15 49.20%
5000
20.0 ‘ ‘ 85.0
ol b L 1130 1410 S
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00

SFAM-EPA-BG121421.M Fri Dec 31 22:11:25 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51771.D

Acqg On : 23 Dec 2021 5:23

Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 13 unknown-©3 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
11.319 2.42 ng/ul 48029 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 30
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 27
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 27
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 25
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 25

Abundance Scan 1333 (11.319 min): BG051771.D\data.ms (-1329) (- m/z 133.15 100.00%
57.1 138.2

83.2
5000
1072 163.1
b =
“ ‘ 11.00 11.50
RSN ' m/z 57.15 99.63%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
105.0
5000 - S
11.00 11.50
77.0 m/z 41.15 83.97%
27.0 510 ‘ ‘
O\‘H\\‘\W\\“‘\\“V\“M\\”1“‘\\‘}\"‘\‘\\ i\}‘\‘\‘\\‘\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
P e
11.00 11.50
5000 ITI/Z 43.15 63.57%
39.0 91.0
15.0 65.0
YN O 0 L U Y D AN
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)- — 1
133.0 11.00 11.50
m/z 83.15 54.21%
5000
105.0
0150410710,, — —
m/z--> 0 20 40 60 80 100 120 140 160 180 11.00 11.50

SFAM-EPA-BG121421.M Fri Dec 31 22:11:25 2021

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.607 2.92 ng/ul 58092 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 81
2 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 74
3 6-Tridecene, (E)- 182 C13H26 006434-76-0 74
4 6-Tridecene, (Z)- 182 C13H26 006508-77-6 74
5 3-Tridecene, (E)- 182 C13H26 041446-57-5 72

Abundance Scan 1382 (11.607 min): BG051771.D\data.ms (-1375) (- m/z 69.15 100.00%

41.1 69.2
5000
98.2 125_2145.2
— —
AL e
NN ] Sl L msz ss.1s 8s.e3%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56965: 4-Nonene, 5-butyl-
55.0
5000 83.0 — ——
11.50 12.00
29.0 1400 182.0 m/z 70.15 68.13%
[ |
0\\\‘\\\\‘\\\‘\‘\\M‘H\\\\‘\\‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance #56966: 4-Nonene, 5-butyl-
55.0
— —
11.50 12.00
5000 83.0 m/z 57.15 67.89%
182.0
H 1110 1400
0 N S M N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56960: 6-Tridecene, (E)- T —
55.0 11.50 12.00
m/z 56.15 63.28%
29.0
5000 83.0
‘ ‘ 111.0 182.0
oLl Al B R . 21 HEN U A ——
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\BG122221\
Data File : BGO51771.D

Acqg On : 23 Dec 2021 5:23

Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE

\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Peak Number 15

(DEL) Alkan

e: Cyclicl1.812

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.812 3.55 ng/ul 70519 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 55
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 43
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 43

Abundance Scan 1417 (11.812 min): BG051771.D\data.ms (-1412) (- m/z 83.15 100.00%

55.1
5000
177.2
w72 1342 11:50 12.00
0! MMHM _‘MHJ“HH‘W m/z 82.15  69.77%
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 55.15 67.84%
29.0 168.0
O\\\‘\h‘\\““\\\ \\M‘!\\\“]\-]\-]\“P.‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
— —
11.50 12.00
5000 55.0 m/z 57.15 61.70%
29.0 168.0
ol bt i W A0 1400 A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13203: Cyclohexane, propyl- s T
83.0 11.50 12.00
55.0 o
m/z 41.15 48.57%
5000
270 126.0
oHWUH“”m el — —
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\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 21
R.T. EstConc Area Relative to ISTD R.T.
11.930 3.51 ng/ul 69816 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 50
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 47
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 47
Abundance Scan 1437 (11.930 min): BGO51771.D\data.ms (-1432) (-  m/z 43.15 100.00%
43.1 712
5000
—
‘ ‘ 12.00
IR ! m/z 71.15 90.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
5000 1
71.0 12.00
m/z 57.15 81.18%
RRRREY
0 L L L B B e B R R R R R R RN R R
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
— T
12.00
5000 71.0 m/z 41.15 67.21%
Lol [ 1] Jmo
A R e A R e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester —
57.0 12.00
m/z 55.15 53.69%
5000 85.0
290 127.0
oot i BBT0as00 1790 -
m/z--> 0 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\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.018 3.45 ng/ul 68518 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 92
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70

Abundance Scan 1452 (12.018 min): BG051771.D\data.ms (-1447) (- m/z 131.05 100.00%
1311
43.1

5000

m&dkAMMA Al
Al Ly

12.00

712 910 1111

0 m/z 43.15 81.65%
mlz--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 — ‘
12.00
m/z 41.15 55.79%
39.0 65.0 ‘ ‘
O LI ‘ L \‘H\ \“‘1‘\ H‘h\ \‘;h‘ T \‘} T “H\ T !“ \M T ‘ \“\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
T \
12.00
5000 ITI/Z 57.15 43.60%
30.0 65.0 91.0 ‘
S oMY WOLRNWORN 'Y | O RN
m/z--> 20 40 60 80 100 120 140 160
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- — T ‘
131.0 12.00
m/z 146.15 43.46%
5000
hbi LS
63.0
NN = 1. 1 S 17 L L
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.118 10.51 ng/ul 208937 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 59
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 59
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
5 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 50

Abundance Scan 1469 (12.118 min): BG051771.D\data.ms (-1463) (- m/z 57.15 100.00%

57.1
5000
—T —
“ 112.2 155.3 12.00 12.50
ol Al L8 w/z 71.15  83.87%
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 L Sl
12.00 12.50
m/z 43.15 68.67%
99.0
S LU 1410 1830 2250 2670 3.
LI ‘ L ’ T T ‘ T T T T ‘ L ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
— —
12.00 12.50
5000 ITI/Z 41.15 40.79%
113.0
Ll e
o e b
miz--> 50 100 150 200 250 300
Abundance #59086: Decane, 2,6,7-trimethyl- — —
57.0 12.00 12.50
m/z 56.15 22.94%
5000
“ ‘ 112.0
bbb by — ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Cyclic12.159 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.159 2.92 ng/ul 58072 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 50
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
3 11-Methyldodecanol 200 C13H280 085763-57-1 47
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
5 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 47

Abundance Scan 1476 (12.159 min): BG051771.D\data.ms (-1473) (- m/z 69.15 100.00%

69.2
41.1
5000
—r —
12.00 12.50
ol m/z 41.15 70.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 —— —
410 125.0 12.00 12.50
m/z 83.15 62.78%
H 97.0
O \\\‘\‘\‘\\““\\\H\‘\h\“\\"‘l\\‘}“‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
125.0 T ‘ T T ‘ T
12.00 12.50
m/z 55.15 55.39%
5000 41.0
o0y Ml gloro 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76028: 11-Methyldodecanol — —
69.0 12.00 12.50
m/z 125.25 45.79%
41.0
5000
97.0
ol Ml e L2500 g0 i by N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 20 Benzene, (2-methyl-1-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.206 3.40 ng/ul 67577  Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 45
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 45
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 45

Abundance Scan 1484 (12.206 min): BG051771.D\data.ms (-1480) (-  m/z 131.15 100.00%
131.2
5000 43.1 \ﬂ/\ M
. AAMM‘ s S
12.00 12.50
01 m/z 43,15 44.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 5 A
12.00 12.50
m/z 57.15 42.36%
65.0 ,J
0 ‘\‘\‘\3\9“;(\)\‘\‘\ T M T \“‘ - “};L\l\ H?\‘M T \H\ LI B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
— —
12.00 12.50
5000 91.0 m/z 146.15 40.36%
39‘\‘0 \M 6?‘\\0 ‘h Ll \H “‘ LM “
O+ttt e e et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)- 1 — Al - 1
131.0 12.00 12.50
m/z 71,15 34.94%
91.0
5000
41.0 65.0
TR TN LA =X T | N U LENSIEN:
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

SFAM-EPA-BG121421.M Fri Dec 31 22:11:29 2021 Page: 24



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 unknown-04 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

12.294 2.72 ng/ul 53977 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 25
2 1-(2'-Hydroxy-5'-methylphenyl)-1... 165 C9H11NO2 1000146-89-9 20
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 15
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 15
5 N-Dimethoxymethyleneaniline 165 CSH11NO2 013997-51-8 11

Abundance Scan 1499 (12.294 min): BG051771.D\data.ms (-1494) (- m/z 165.15 100.00%

131.2 165.2
81.2
109.2
39.1
5000
ey et

12.00 12. 50
0! m/z 131.15 7.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24946: 2-Propenal, 3-(4-methylphenyl)-
131.0 /h
gl Lo
5000 T
91.0 12,00 12.50
390 650 m/z 81.15 77.05%
0\\\‘\\\\‘H\\“H\“‘\‘\\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41014: 1-(2'-Hydroxy-5'-methylphenyl)-1-ethanone(E)-o;
165.0
—r— —
118.0 12.00 12. 50
5000 ' ITI/Z 109.15 4%

77.0 146.0
57.0
,
OWMM
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

131.0 1200 1250
m/z 91.10 %
5000
39.0 91.0
15.0 63.0
0 e dad
m/z--> 20 40 60 80 100 120 140 160 180 12 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 unknown-05 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.499 4.04 ng/ul 80339 Naphthalene-d8 11.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiopheneacetic acid, 2-tridec... 324 C19H3202S 1000280-66-6 38
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 38
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 27
4 Decane, 1,1'-oxybis- 298 (C20H420 002456-28-2 22
5 Undecane 156 C11H24 001120-21-4 22

Abundance Scan 1534 (12.499 min): BG051771.D\data.ms (-1527) (- m/z 57.15 100.00%
57.1

- e AVAWNWMJxﬂKvJWAMNX/W
12.50
i 2
obAbbdddih g O m/z 43.15  63.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #229256: 2-Thiopheneacetic acid, 2-tridecyl ester
97.0
5000 L
414 12.50
m/z 97.15 59.89%
324.0
O\\M\\‘\J‘}\“lf \J\”\\‘J\-\S\Z\.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl trifluoroacetate
57.0
P
12.50
5000 ITI/Z 41.15 48.51%
125.0
oL Uil 1810 250,0306.0364.0 437.0
H‘w“u v .
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143304: Carbonic acid, dodecyl vinyl ester ——
57.0 12.50
m/z 55.15 47.13%
- MW
oollmporeee .
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 unknown-06 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.128 2.38 ng/ul 79144  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 47
2 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 43
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 43
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38

Abundance Scan 1641 (13.128 min): BG051771.D\data.ms (-1636) (- m/z 57.15 100.00%
57.1

-

5000
13.00 13.50
01 m/z 41.15 63.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62862: Dodecane, 1-fluoro-
57.0
5000 — ——
13.00 13.50
85.0 m/z 43.15 61.77%

Ll 1110 1400 1880

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester

o

%

ol _‘H_ww_ww_ww_www
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester —— ——
57.0 13.00 13.50
m/z 69.15 44.41%

57.0
13.00 13.50
5000 m/z 55.15 45.86%
85.0
1 h | M1 14001680 2130

5000
85.0

%

29.0

H‘ 1110 140.0 168.0 196.0 241

ol _‘H‘mwwm‘w_WWWWHW — ——
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
13.381 2.35 ng/ul 78232  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 22
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 22
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 22
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 14
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 14
Abundance Scan 1684 (13.381 min): BG051771.D\data.ms (-1677) (- m/z 57.15 100.00%
57.1
5000
812 WM\
109.1 179.3 ‘\ T
H | 15‘1.2‘ A 208.3 13.00 13.50
ol v b e m/z 41.15 53.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22077: Nonane, 3-methyl-
57.0
5000 — —
13.00 13.50
m/z 71.15 44.27%
29.0 112.0
O \\\‘\‘\‘\\“‘\\\“‘\1‘”\8‘?"\0\\‘\\U\‘\\\]-ﬁz\.\o\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
= —
13.00 13.50
5000 m/z 43.15 42.48%
29.0 ‘ 98.0
Ol b1 2410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126388: Octane, 1,1'-oxybis- — —
57.0 13.00 13.50
m/z 81.15 36.45%
5000
84.0
N | 1430 1850 224
e A e e e e T e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.439 8.89 ng/ul 295340  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 1694 (13.439 min): BG051771.D\data.ms (-1689) (- m/z 57.15 100.00%
57.1
1350
113.2 .
159.2 183.3
o iy T a363 19921833 2082 5y 15T g oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl-
43.0
5000 R
13.50
71.0 m/z 43.15 60.01%
Ll e
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
——
13.50
5000 m/z 41.15 50.18%
29.0 85.0
oLt 20 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl- ——
3
43.0 710 13.50
m/z 85.15 39.97%
- \/\/\‘/\/\M
L T a0 1690 1970
A B o e e R AR B F
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 Naphthalene, 1,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.068 6.04 ng/ul 200708  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1801 (14.068 min): BG051771.D\data.ms (-1797) (- m/z 156.15 100.00%

156.2
5000
Nl
203.3 14.00
0- : m/z 141.15 63.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 I ‘
14.00
m/z 155.05 32.39%
77.0 115.0
O \\\‘2\7\.\0\“\5%\.9“1\‘\‘”“\f\\‘\\\‘\‘\‘fh\ \‘[‘\ \‘w‘ \\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0 J\/\
A LA
14.00
5000 m/z 119.15 29.42%
a0 10000 12?'0
Y S W O N S—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33157: Naphthalene, 1,7-dimethyl- —
156.0 14.00
m/z 115.10 15.16%
B VA/\JM/\NJ\A
77.0 115.0
oL2re 0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 Naphthalene, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.232 5.14 ng/ul 170769  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93

Abundance Scan 1829 (14.232 min): BG051771.D\data.ms (-1824) (- m/z 156.15 100.00%
156.2

5000 /\/\
NITLNLY
14.00 14.50
0 m/z 141.10 88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 . BN
14.00 14.50
m/z 155.15 26.43%
76,0 1150
280 510 bl
0 \\\‘\{\\“\\\\‘\\\‘\‘\\‘\\‘\\\i‘\\‘\\‘\\‘\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0 J\/\ m
Ve LAV
14.00 14.50
5000 ITI/Z 115.15 21.60%
115.0
51.0 77.0
27.0
0““‘H‘W‘NH‘NNAM“‘w“JW‘W‘Nﬂ‘W“H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33160: Naphthalene, 1,4-dimethyl- —— ——
156.0 14.00 14.50
m/z 128.10 15.70%
5000
510 77.0 115.0
om‘um‘mm‘w”uHu“m“;‘u‘lhM“H‘!HWH_HWm —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 7
R.T. EstConc Area Relative to ISTD R.T.
14.379 10.87 ng/ul 361076  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 76
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 1854 (14.379 min): BG051771.D\data.ms (-1850) (-  m/z 57.15 100.00%
57.1
o MMJLM
— ——
‘ ‘ ‘972 1411 1833 14.00 14.50
oLl e S m/z 71.15  99.30%
miz--> 50 150 200 250
Abundance #59032:Decane,51ropyh
57.0
5000 — -
14.00 14.50
m/z 43.15 90.73%
27‘.0 112.0
0 \‘\ ‘\‘ "‘\ ‘1‘ \‘H‘\ M’ \“ T “:\L412.‘0\ \18\4\0| LA B B B
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
— ——
14.00 14.50
5000 m/z 85.15 44.92%
0 h | ‘ 13050 1830 2530 296
e
m/z--> 50 100 150 200 250
Abundance #59044: Dodecane, 4-methyl- T T
43.0 14.00 14.50
m/z 41.15 42.76%
5000
T W\/\/AAAMM
‘ ‘ 140.0
N A I O - R BN
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 unknown-07 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.667 2.84 ng/ul 94360  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dodecadien-1-01, 3,7,11-trim... 224 C15H280 020576-56-1 46
2 1-Hexadecanol 242 C16H340 036653-82-4 43
3 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 43
4 5-Ethyl-1-nonene 154 C11H22 019780-74-6 38
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 35

Abundance Scan 1903 (14.667 min): BG051771.D\data.ms (-1899) (- m/z 69.15 100.00%
69.

5000

3

14.50 15.00
m/z 83.15 93.07%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104546: 2,6-Dodecadien-1-ol, 3,7,11-trimethyl-, (E,E)-

m/z--> 20 40 60 80 100 120 140 160 180 200 220

83.0
55.0
5000 — ——
14.50 15.00
. m/z 57.15 84.25%
290 1110 193.0 224.0 /
a0 e
O' “\‘\w\‘\\\‘\Mi\\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126378: 1-Hexadecano
69.0
97.0 T ‘ T T ‘ T
43.0 14.50 15.00
5000 m/z 55.15 80.64%
125.0
ol L] asto 1980 g
O HH— it “‘_““‘H““H““‘_““H““‘
—— —

Abundance #96114: 4-n-Hexylthiane, S,S-dioxide

69.0 14.50 15.00
m/z 41.15 70.74%
5000 97.0 W

147.0
\\\hlzéo\ | 11750 ZO%O !
o e e e —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 30 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.743 5.82 ng/ul 193403  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 60
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 2-Butyn-1-al diethyl acetal 142 C8H1402 002806-97-5 27
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 15
Abundance Scan 1916 (14.743 min): BG051771.D\data.ms (-1913) (- m/z 193.25 100.00%
69.2 198.3
97.2
5000
— —
2913 14.50 15.00
(o} : m/z 69.15 85.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — T
14.50 15.00
m/z 97.15 76.02%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\‘{\“‘1\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 — —
14.50 15.00
5000 m/z 55.15 74.74%
126.0
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22687: 2-Butyn-1-al diethyl acetal —— ——
69.0 97.0 14.50 15.00
m/z 41.15 64.26%
o MMW
41.0
T PP SESTA SRE.~ S— S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 31 Naphthalene, 1,4,6-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.525 4.09 ng/ul 135818  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 89
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76

Abundance Scan 2049 (15.525 min): BG051771.D\data.ms (-2045) (- m/z 170.15 100.00%
2

170.
41.1
5000 91.2 /\A
128.2 WALNAIWAL |
04.2
246.% 15.50
(o] m/z 155.15 97.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 . :
15.50
128.0 m/z 41.15 61.38%
230,890 ‘ \‘ | ;“H ‘\
0 \H‘HH‘H‘H‘H\‘\\‘\“‘l“\h\\“\\\H\‘\‘H“H ‘\“H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
T
15.50
5000 ITI/Z 91.15 44 .,20%
128.0
oo @O TOw20 | || M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45534: Naphthalene, 2,3,6-trimethyl- —— ‘
170.0 15.50
m/z 55.15 41.33%
5000 WWI\WMM
ol 390 76010201289 | H
R R RARE S L B pa e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 32 Naphthalene, 2,3,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.572 5.08 ng/ul 168926  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 86

Abundance Scan 2057 (15.572 min): BG051771.D\data.ms (-2053) (-  m/z 155.10 100.00%

155.1
5000 91.2
43.1 123.2 193.3
— T
Mall. ol 202 o2t
0 bbb il sl ESER L m/z 170,10 96.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 /\/\ SRR ‘
15.50
m/z 91.15 45.04%
180 510 760 10201280 || |
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
— T T
15.50
5000 ITI/Z 193.25 31.12%
128.0
0 \H‘H\\‘\5%\.\0“1\”\1?‘?1‘.?\‘\\\‘\‘\‘!‘H“‘H‘ ‘1“‘\“”‘mwm‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl- —— ‘
170.0 15.50
m/z 69.15 30.94%
w W\MW
o 51.0 840 1280 |
A B e AMRARAREsasEREA SRS S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 33 unknown-08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.701 7.55 ng/ul 250789  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 38
2 4-Fluoro-N-(1H-tetrazol-5-yl)ben... 207 C8H6FN50 1000306-76-6 35
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 30
4 N-(2-Cyanophenyl)-4-fluorobenzam... 336 C16H8F4N202 1000487-94-6 27
5 3-(p-Fluorobenzoyl)-propionic ac1d 196 C10H9FO03 000366-77-8 27

Abundance Scan 2079 (15.701 min): BG051771.D\data.ms (-2075) (- m/z 123.15 100.00%

128.2
55.1
5000 8L.2 207.3

‘ ‘149 2 179 3 # 5 15 50 16 00
0 il A8, L 2323 100,15 04.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29182: 2,2-Dimethylocta-3,4-dienal
1238.0
95.0
41.0
5000
67.0 15 50 16 00
m/z 55.15 66.17%
151.0
0 \\‘\M‘\‘}‘\\‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #84186: 4-Fluoro-N-(1H-tetrazol-5-yl)benzamide
128.0

— ——
15.50 16.00
5000 95.0 m/z 41.15 61.83%

700 11 149.0 179.0 207.0
e R BRI

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thia —— ——
123.0 15.50 16.00

m/z 69.15 52.13%

o

55.0

5000 95.0

222.0

0 H‘ M‘H\ I \ ) |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 2
R.T. EstConc Area Relative to ISTD R.T.
16.148 21.02 ng/ul 698448  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 62
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 58
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 52

Abundance Scan 2155 (16.147 min): BG051771.D\data.ms (-2151) (- m/z 57.15 100.00%

57.1
5000
105.2 —r —
‘ “ “ Y172 16.00 16.50
ol b bdld “H‘M‘um‘wm_m_m,ww m/z 43.15 58.99%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
16.00 16.50
m/z 71.15 57.71%
0 “\ g ‘\ ] }410183022502670 3230 380.!(
\\\\‘ \\‘\ \\‘\\\\‘\\\\‘\\\\ \\\\’\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
— —
16.00 16.50
5000 ITI/Z 41.15 34.57%
‘ ‘ 1130, 0
ol
m/z--> 50 100 150 200 250 300 350
Abundance #59040: Dodecane, 4-methyl- 7 —
43.0 16.00 16.50
m/z 85.15 25.93%
5000 85.0
141.0
A i —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 35 Benzene, (1,1-dimethyldecyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.312  13.15 ng/ul 280794  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 83
2 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 80
3 Ethyl {[2-(4-methylphenyl)-2-oxo... 249 C13H15NO4 033115-83-2 78
4 N-(2-Fluorophenyl)-4-methylbenza... 229 C14H12FNO 1000486-52-0 72
5 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 72

Abundance Scan 2183 (16.312 m|n) BGO051771.D\data.ms (-2179) (-  m/z 119.15 100.00%
19.2

5000

%

91.2
41.1
16.00 16.50
147.2 246.3
oHH_HWLHU‘m‘u“\hm‘u‘w‘”H_m““‘1?‘7“1“2‘1“5‘%”_” m/z 91.15 39.19%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
5000 — e
16.00 16.50
41.0 91.0 m/z 105.15 16.86%
0l14.0y ‘\‘ i} ‘ | 147.0175.0 207.0 246.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #131101: Benzene, (1,1-dimethyldecyl)-
119.0
— —r
16.00 16.50
5000 m/z 41.15 16.72%

91.0

S . 159.0 189.0 246.0
O T e A e R P e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134182: Ethyl {[2-(4-methylphenyl)-2-oxoethyl]carbamoy
119.0

[ay
o
o
£
N
o

— —
16.00 16.50
m/z 120.10  11.31%

91.0
5000

29.0

249.0
‘ ‘H 1, | } ‘\ h\ ‘ \“ 176.0 ‘

[(LRRRRES STHRWIRI A I A A SN —
miz--> 20 40 60 80 100120 140 160 180 200 220 240 16.00 16.50

1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.623  52.50 ng/ul 1120720  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 83
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 72

Abundance Scan 2236 (16.623 min): BG051771.D\data.ms (-2228) (- m/z 57.15 100.00%
57.1

2000 uLL
85.2
P e
113.2
183.2 16.50 17.00
S | A ol a2 TTT 22032533 L0 7115 g4.60%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
16.50 17.00
85.0 %
20.0 m/z 43.15 66.12%
113.0
0 Il W . J | 7] 1410 183.02110239.0
\H’\H\‘HH’\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
P e
16.50 17.00
5000 ITI/Z 41.15 34.91%
29.0 85.0
113.0
0 H‘VMHWHJM‘M‘J‘Huuﬂwwaéﬁg‘_‘}ﬁ%pw‘uw‘H‘_‘H‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #33083: Decane, 2-methyl- T —
57.0 16.50 17.00
m/z 85.15 29.49%
5000
29.0 85.0
‘ 112.0
NI 0 0 O N oot
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
BGO51771.D

: 23 Dec 2021 5:23

: CG/JU

: M5195-02

Library Search Compound Report

: 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.446  18.43 ng/ul 393425 Phenanthrene-die 17.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2376 (17.446 min): BG051771.D\data.ms (-2373) (- m/z 57.15 100.00%
57.1

99.2 17550
11332 1831 :
ol b, | [B22 TP 2242 250.2 m/z 71.15  87.94%
miz--> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 T
17.50
113.0 m/z 43.15  56.66%
710 | L1 | | 1020
0\‘\‘\“‘\\‘\”\‘\\‘\1“\\\\‘\‘\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P
17.50
5000 m/z 85.15 43.28%
99.0
%0 10 1m0 gm0 oo M/LWN
B B L A e = o e
miz--> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo- —
57.0 17.50
m/z 41.15 34.47%
5000 J\/\,\M/J\V*\wm
27.0 ‘ 990 1550 197.0
O‘N‘W‘W L e S S —r
miz--> 50 100 150 200 250 17.50

SFAM-EPA-BG121421.M Fri Dec 31 22:11:37 2021 Page: 41



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 p-Dicyclohexylbenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.091 12.11 ng/ul 258636  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 90
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 83
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 76
4 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 49
5 2-(4-(2-Methylprop-1-en-1-yl)phe... 203 C13H17NO 1000466-09-8 46

Abundance Scan 2656 (19.091 min): BG051771.D\data.ms (-2653) (- m/z 242.25 100.00%

2423
1175 1592
5000 411 8

‘ 203.2 288.4 19.00
] L T I m/z 159.15  83.41%
m/z--> 0 50 100 150 200 250 300
Abundance #126420: p-Dicyclohexylbenzene
24.0
117.0 159.0
5000
83. 19.00

m/z 117.15 77.36%

410‘
99.0
O ‘ T ‘\ ‘\‘ ‘ \‘\‘\‘ \‘ h “ “h “‘ \‘\}\ T T \ \“ L ‘ T
m/z--> 0 50 100 150 200 250 300
Abundance #126419: p-Dicyclohexylbenzene
117.0 242.0

159.0
1900
5000 550 m/z 91.15 57.58%
IO
O \“ u ‘\“\M ‘\ ‘\‘\ I ‘ i u\‘ ‘m I ‘ e
m/z--> 0 50 100 150 200 250 300
Abundance #126418: p-Dicyclohexylbenzene —
117.0 1590 242.0 19.00
m/z 83.15 46.11%
5000 55.0
99.0
0 ‘1‘59“ ‘M‘\\‘ \“ ‘\h ‘ \u \“ “‘ [ [ ——
m/z--> 0 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 39 cyclohexane, [1,1'-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.625 17.81 ng/ul 380185 Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 64
2 3H-Benz[e]indene, 2-methyl- 180 C14H12 150096-60-9 43
3 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 38
4 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 38
5 1-(3-Methyl-2-butenyl)-3,6-diaza... 236 C14H24N20 1000216-26-4 38

Abundance Scan 2747 (19.625 min): BG051771.D\data.ms (-2744) (- m/z 236.15 100.00%

236.2
180.2
5000
. =
115.1
391 762 19.50 20.00
0 Ayl 27223108 ) 10 45 s9.60%
miz--> 50 100 150 200 250 300
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 i o
19.50 20.00
152. m/z 178.15 58.50%
410 47 115.0 ‘ ‘
O\\‘\"\\‘\‘\“‘\‘\“\‘\ “‘ “ ‘\h“‘\\{‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #55079: 3H-Benz[elindene, 2-methyl-
180.0
—r —
19.50 20.00
5000 ITI/Z 165.15 47 .96%
89.0
miz--> 50 100 150 200 250 300
Abundance #118773: 9,10-Anthracenedione, 1,4-dimethyl- — —
236.0 19.50 20.00
m/z 167.15 42.86%
165.0
5000
76.0
0‘3‘90\“\‘\‘11‘59‘ RN S
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 40 Octicizer Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.299 7.91 ng/ul 235114  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octicizer 362 C20H2704P 001241-94-7 64
2 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 53
3 2-Amino-4-hydroxy-5-iodo-6-methy... 251 C5H6IN30 022294-57-1 43
4 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 43
5 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 43
Abundance Scan 3032 (21.299 min): BG051771.D\data.ms (-3029) (-  m/z 251.05 100.00%
251.1
5000
94.2 —r— P
41‘ 1 ‘ 1751 a6 21.00 21.50
Ol bl 188007 | 8019 362 oce 65 25.57%
m/z--> 50 100 150 200 250 300 350
Abundance #271570: Octicizer
251.0
5000 94.0 s s
21.00 21.50
5.0 m/z 249.05 19.05%
h ‘ M 170.0 362.1
O\\\\‘“\“\‘\"\‘\\\‘\1\\‘\\\\\\\\‘\\\\‘\‘\
m/z--> 100 150 200 250 300 350
Abundance #137080. trans-4-(Dimethylamino)chalcone
251.0
e o
21.00 21.50
5000 ITI/Z 94.15 17.68%
174.0
121.0
. L O O P W T
m/z--> 50 100 150 200 250 300 350
Abundance #137153: 2-Amino-4-hydroxy-5-iodo-6-methylpyrimidine e ——
251.0 21.00 21.50
m/z 41.15 14.11%
20 127016802100
oHH“‘”‘uFHH“‘H‘HH‘HH‘HH_HWH — —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc

ALS Vvial : 22  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 Phthalic acid, octyl 1-phen... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.050 5.75 ng/ul 170927  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, octyl 1-phenylpro... 396 C25H3204 1000324-39-3 76
2 Phthalic acid, 3-methylbenzyl oc... 382 C24H3004 1000371-10-2 70
3 Phthalic acid, 3-methyl-4-nitrob... 385 C21H23NO6 1000382-59-5 58
4 Phthalic acid, 4-methyl-3-nitrob... 357 C19H19NO6 1010382-58-0 53
5 Benzene, (isothiocyanatomethyl)- 149 C8H7NS 000622-78-6 50
Abundance Scan 3330 (23.050 min): BG051771.D\data.ms (-3326) (-  m/z 91.15 100.00%
91.2
149.1
5000
262.1 2200 ‘
23.00
2151 336.3
b H p J‘ Lo 2i8t) | 33633814 10 65 75.34%
miz--> 100 150 200 250 300 350
Abundance #299676. Phthalic acid, octyl 1-phenylpropyl ester
149.0
5000 —
23.00
91.0 262.0 m/z 57.15  40.08%
O \\4:\‘3“8\ \‘“\ T ‘“\“U \“\ T \J\-9\4>‘.0\\ T ‘ \H\ T ‘ L ‘ T \:\39\6‘.(
miz--> 50 100 150 200 250 300 350
Abundance  #289449: Phthalic acid, 3-methylbenzyl octyl ester
149.0
T \
23.00
5000 105.0 ITI/Z 71.15 26.19%
430 262.0
o Ll amo w2
m/z--> 50 100 150 200 250 300 350
Abundance #291634: Phthalic acid, 3-methyl-4-nitrobenzyl pentyl est P ‘
149.0 23.00
m/z 43.15 25.80%
5000
104.0
oL H0 Tyl B0 2970 3850
et P
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51771.D

Acqg On : 23 Dec 2021 5:23
Operator : CG/JU

Sample : M5195-02

Misc :

ALS Vvial : 22 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|
Sulfurous acid,... 8.517 2.9 ng/ul 46776 1 8.270 318737 20.0
(DEL) Alkane: S... 8.810 5.8 ng/ul 92944 1 8.270 318737 20.90
4-Methyl-3-hept... 8.863 3.0 ng/ul 48269 1 8.270 318737 20.0
(DEL) Alkane: S... 9.039 3.5 ng/ul 54956 1 8.270 318737 20.0
(DEL) Alkane: S... 9.492 2.4 ng/ul 38456 1 8.270 318737 20.0
(DEL) Alkane: S... 9.768 3.2 ng/ul 62982 2 11.107 397422 20.90
(DEL) Alkane: S... 9.862 2.0 ng/ul 40768 2 11.107 397422 20.0
unknown-01 9.927 2.9 ng/ul 58233 2 11.107 397422 20.0
trans-4a-Methyl... 10.285 2.5 ng/ul 50294 2 11.107 397422 20.0
(DEL) Alkane: S... 10.438 2.4 ng/ul 47932 2 11.107 397422 20.0
unknown-02 10.502 2.6 ng/ul 51143 2 11.107 397422 20.0
(DEL) Alkane: S... 10.620 2.1 ng/ul 42757 2 11.107 397422 20.0
unknown-03 11.319 2.4 ng/ul 48029 2 11.107 397422 20.0
(DEL) Alkane: S... 11.607 2.9 ng/ul 58092 2 11.107 397422 20.0
(DEL) Alkane: C... 11.812 3.5 ng/ul 70519 2 11.107 397422 20.0
(DEL) Alkane: S... 11.930 3.5 ng/ul 69816 2 11.107 397422 20.0
Benzene, (1,2-d... 12.018 3.5 ng/ul 68518 2 11.107 397422 20.0
(DEL) Alkane: S... 12.118 10.5 ng/ul 208937 2 11.107 397422 20.0
(DEL) Alkane: C... 12.159 2.9 ng/ul 58072 2 11.107 397422 20.0
Benzene, (2-met... 12.206 3.4 ng/ul 67577 2 11.107 397422 20.0
unknown-04 12.294 2.7 ng/ul 53977 2 11.107 397422 20.0
unknown-05 12.499 4.0 ng/ul 80339 2 11.107 397422 20.90
unknown-06 13.128 2.4 ng/ul 79144 3 14.908 664455 20.0
(DEL) Alkane: S... 13.381 2.4 ng/ul 78232 3 14.908 664455 20.0
(DEL) Alkane: S... 13.439 8.9 ng/ul 295340 3 14.908 664455 20.0
Naphthalene, 1,... 14.068 6.0 ng/ul 200708 3 14.908 664455 20.0
Naphthalene, 2,... 14.232 5.1 ng/ul 170769 3 14.908 664455 20.0
(DEL) Alkane: S... 14.379 10.9 ng/ul 361076 3 14.908 664455 20.0
unknown-07 14.667 2.8 ng/ul 94360 3 14.908 664455 20.0
Decahydro-1,1,4... 14.743 5.8 ng/ul 193403 3 14.908 664455 20.0
Naphthalene, 1,... 15.525 4.1 ng/ul 135818 3 14.908 664455 20.0
Naphthalene, 2,... 15.572 5.1 ng/ul 168926 3 14.908 664455 20.0
unknown-08 15.701 7.5 ng/ul 250789 3 14.908 664455 20.0
(DEL) Alkane: S... 16.148 21.0 ng/ul 698448 3 14.908 664455 20.0
Benzene, (1,1-d... 16.312 13.2 ng/ul 280794 4 17.657 426980 20.0
(DEL) Alkane: S... 16.623 52.5 ng/ul 1120720 4 17.657 426980 20.0
(DEL) Alkane: S... 17.446 18.4 ng/ul 393425 4 17.657 426980 20.0
p-Dicyclohexylb... 19.091 12.1 ng/ul 258636 4 17.657 426980 20.0
cyclohexane, [1... 19.625 17.8 ng/ul 380185 4 17.657 426980 20.0
Octicizer 21.299 7.9 ng/ul 235114 5 21.975 594767 20.0
Phthalic acid, ... 23.050 5.8 ng/ul 170927 5 21.975 1594767 20.0
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