LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc :

ALS Vvial : 32 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: BGO51705.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.407 661 667 675 rVB5 25064 48531 0.57% 0.182%
2 7.912 745 753 759 rBV 29917 50238 0.59% 0.188%
3 8.270 805 814 824 rBV2 169357 315081 3.69% 1.180%
4 8.634 870 876 882 rvVB6 11593 25831 0.30% 0.097%
5 8.822 902 908 912 rVW4 24014 57272 0.67% 0.214%
6 8.934 920 927 928 rBV5 18571 37416 0.44% 0.140%
7 8.963 929 932 939 rVB4 24936 40193 0.47% 0.150%
8 9.392 996 1005 1010 rBV3 35998 78355 0.92% 0.293%
9 9.492 1016 1022 1029 rVB1o 13748 30636 0.36% 0.115%
10 9.645 1043 1048 1057 rVB9 15927 39069 0.46% 0.146%
11 9.750 1057 1066 1067 rBV6 11669 25659 0.30% 0.096%
12 9.921 1089 1095 1100 rBV 59423 105509 1.24% 0.395%
13  9.980 1100 1105 1109 rBV 28682 44505 0.52% 0.167%
14 10.168 1130 1137 1142 rBV7 21558 47764 0.56% 0.179%
15 10.220 1142 1146 1151 rVV3 20431 35229 0.41% 0.132%
16 10.285 1151 1157 1163 rVV9 21112 44094 0.52% 0.165%
17 10.356 1163 1169 1176 rVV6 20461 55969 0.66% 0.210%
18 10.438 1177 1183 1189 rVV5 18616 38888 0.46% 0.146%
19 10.502 1189 1194 1200 rVVv4 35183 75867 0.89% 0.284%
20 10.561 1200 1204 1209 rVV5 14012 25602 0.30% 0.096%
21 10.620 1209 1214 1219 rVV4 14516 26506 0.31% 0.099%
22 10.714 1227 1230 1239 rVB5 16019 34387 0.40% 0.129%
23 10.802 1239 1245 1254 rBV5 12481 26489 0.31% 0.099%
24 11.107 1286 1297 1302 rVV 229614 485587 5.69% 1.818%
25 11.160 1302 1306 1312 rVV2 98740 182126 2.13% 0.682%
26 11.260 1312 1323 1329 rVB3 52452 136433 1.60% 0.511%
27 11.319 1329 1333 1339 rBV6 15447 29826 ©0.35% 0.112%
28 11.812 1412 1417 1422 rVV6 27105 57974 0.68% 0.217%
29 11.936 1433 1438 1444 rVB4 24270 42315 0.50% 0.158%
30 12.018 1444 1452 1458 rBV5 31199 67808 0.79% 0.254%
31 12.112 1463 1468 1473 rBV 60023 100116 1.17% 0.375%
32 12.206 1480 1484 1490 rVB5 20177 34200 0.40% 0.128%
33 12.294 1493 1499 1505 rBV6 20774 40750 0.48% 0.153%
34 12.500 1528 1534 1538 rBV5 18746 37159 0.44% 0.139%
35 12.641 1555 1558 1566 rvB7 17881 26661 0.31% 0.100%
36 12.717 1566 1571 1580 rVB5 26307 55879 0.65% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc :

ALS Vvial : 32 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 12.846 1588 1593 1598 rVB7 14055 27901 0.33% 0.104%
38 12.970 1606 1614 1623 rVB 90982 180488 2.11% 0.676%
39 13.128 1636 1641 1644 rBvV3 20611 35914 0.42% 0.134%
40 13.299 1667 1670 1676 rVW3 26031 37300 0.44% 0.140%
41 13.387 1681 1685 1690 rVV7 24483 45312 0.53% 0.170%
42 13.440 1690 1694 1702 rVB2 74321 128115 1.50% 0.480%
43 13.710 1735 1740 1741 rBV3 32950 38583 0.45% 0.144%
44 14.068 1796 1801 1813 rVB4 59104 155434  1.82% 0.582%
45 14.233 1823 1829 1833 rBvV2 90385 169253 1.98% 0.634%
46 14.286 1833 1838 1843 rVB3 99840 173724  2.04% 0.650%
47 14.344 1843 1848 1850 rBV2 62747 97828 1.15% 0.366%
48 14.380 1850 1854 1858 rVB2 100189 136441 1.60% 0.511%
49 14.462 1864 1868 1871 rBv3 34310 54161 0.63% 0.203%
50 14.603 1887 1892 1895 rBV2 38024 55809 0.65% 0.209%
51 14.750 1912 1917 1921 rVB2 72263 104477 1.22% 0.391%
52 14.908 1933 1944 1949 rBV 370937 711890 8.34% 2.665%
53 15.184 1988 1991 1995 rBV4 25084 36711 0.43% 0.137%
54 15.290 2006 2009 2015 rVB5 74905 137267 1.61% 0.514%
55 15.408 2026 2029 2037 rVB6 48516 92789 1.09% 0.347%
56 15.519 2045 2048 2053 rBV5 44160 70467 ©0.83% 0.264%
57 15.572 2053 2057 2062 rBV6 58769 83227 0.98% 0.312%
58 15.701 2075 2079 2088 rVB5 95550 172497 2.02% 0.646%
59 15.842 2099 2103 2108 rVB4 62068 117962 1.38% 0.442%
60 15.895 2109 2112 2116 rBVv4 47010 68661 0.80% 0.257%
61 16.142 2151 2154 2160 rVB3 99166 140374 1.64% 0.526%
62 16.312 2179 2183 2187 rBV 73850 121093 1.42% 0.453%
63 16.353 2187 2190 2194 rVV3 58424 84572 0.99% 0.317%
64 16.624 2232 2236 2241 rVB 247553 346787 4.06%  1.298%
65 16.723 2249 2253 2256 rBV2 72525 122325 1.43% 0.458%
66 17.446 2373 2376 2380 rVB 121106 152883 1.79% 0.572%
67 17.657 2406 2412 2417 rBV 423152 726758 8.51% 2.721%
68 19.085 2652 2655 2661 rVB3 118841 155874 1.83% 0.584%
69 19.426 2710 2713 2721 rVB5 80878 132348 1.55% 0.495%
70 19.625 2743 2747 2753 rVB 177789 241958 2.83% 0.906%
71 19.901 2791 2794 2799 rVB 104123 138538 1.62% 0.519%
72 20.025 2812 2815 2820 rVB2 95588 119412 1.40% 0.447%
73 20.800 2945 2947 2951 rVB 60262 66447 0.78% 0.249%
74 21.300 3027 3032 3039 rVB2 415851 688784 8.07% 2.579%
75 21.388 3044 3047 3051 rVB 73178 88818 1.04% ©.333%

76 21.464 3056 3060 3065 rVB 201856 264012 3.09% ©.988%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc :

ALS Vvial : 32 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 21.582 3076 3080 3086 rVB3 59340 88804 1.04% 0.332%

78 21.852 3118 3126 3137 rVB 5299739 8535484 100.00% 31.954%
79 21.969 3140 3146 3153 rVB3 395415 753489 8.83% 2.821%
80 22.140 3171 3175 3178 rBV2 81890 135533 1.59% ©.507%

81 22.392 3215 3218 3224 rVB 60580 95361 1.12% 0.357%
82 22.457 3226 3229 3237 rVB 91936 142282 1.67% ©0.533%
83 22.586 3245 3251 3257 rVW 230641 428240 5.02% 1.603%
84 22.657 3257 3263 3274 rVB2 359381 804900 9.43%  3.013%
85 22.833 3289 3293 3299 rVB3 42630 69847 0.82% 0.261%
86 23.162 3342 3349 3361 rVB 648590 1507922 17.67% 5.645%
87 23.591 3418 3422 3428 rVB3 56666 101156 1.19% ©.379%
88 23.837 3460 3464 3471 rVB3 45285 88779 1.04% 0.332%
89 23.943 3479 3482 3488 rVB 66361 109922 1.29% 0.412%
90 24.096 3501 3508 3520 rVB2 236382 592198 6.94% 2.217%
91 24.260 3530 3536 3545 rVB3 167786 445918 5.22% 1.669%
92 24.877 3634 3641 3646 rBv2 332223 926872 10.86%  3.470%
93 25.476 3735 3743 3752 rVB 206337 599294  7.02%  2.244%
94 26.122 3847 3853 3860 rBv2 70521 193193 2.26% ©.723%
95 26.199 3862 3866 3876 rVB2 75294 197196 2.31% ©.738%

96 27.291 4040 4052 4065 rVB 267557 974661 11.42%  3.649%
97 27.444 4071 4078 4086 rBVlie 41757 148456 1.74% ©.556%
98 28.684 4279 4289 4300 rBV8 66027 255248 2.99% ©.956%
99 29.048 4344 4351 4353 rBV3 29728 68145 0.80% 0.255%
100 30.728 4629 4637 4653 rVB3 69845 319805 3.75% 1.197%

Sum of corrected areas: 26711823
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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: BG051705.D\data.ms

5000000
4000000
3000000
2000000

1000000

8.270, o
7.407_7.912°7""8. 63888 9 3ARa I HMIIRAREDA 1133888 DB By 9.
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\”j_v_‘r/\\—v_r“!\"‘V_r‘r\“r‘\"v‘v_r‘r\‘\"ﬁ‘ﬁ\\‘\\\\‘\\\\|\\\\A\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051705.D\data.ms

21.852
5000000

4000000
3000000
2000000

1000000

PN
L B 1 L e e B B B B B A B B A B B
I 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: BG051705.D\data.ms

o

5000000
4000000
3000000
2000000

100000093 162
24.877

a 25.476 27,201
M@eo 2861299 444 28.6849.048 30.728

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\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Benzene, 1-methyl-3-propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.822 3.64 ng/ul 57272 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 64
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 59
3 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 53
4 2-Tolyloxirane 134 C9H100 002783-26-8 52
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 50
Abundance Scan 908 (8.822 min): BG051705.D\data.ms (-902) (-) m/z 105.15 100.00%
105.2
5000
134.2 AA
fal Ay
770 LA B I L BN B B
39.0 5ﬂ1 “ | 8.60 8.80 9.00 9.20
\\‘H\\‘\\H‘HH"‘\‘\H‘\‘H\’\‘\‘\\“\M\“\‘\\\’H‘H‘\‘\MH’H‘\\‘HH‘HH‘H m/Z 134.15 36.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000 {l\\\\‘\\\\‘\\\\r\‘\\\\’\\\
8.60 8.80 9.00 9.20
770 134.0 m/z 77.05 19.19%
39.0 ‘
\\‘H\.\‘\HH“H\\"‘\\Hi‘i‘\\?’z\"\p\\‘\Hm‘H\\"M\H‘\‘\!\’H‘\‘\“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
8.60 8.80 9.00 9.20
5000 m/z 106.05 15.87%
134.0
77.0 ‘
BT T o £ N T RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #17575: Oxirane, 2-methyl-2-phenyl- e e
105.0 8.60 8.80 9.00 9.20
m/z 57.15 14.91%
5000
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.921 4.35 ng/ul 105509 Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 93
4 o-Cymene 134 C1eH14 000527-84-4 93
5 p-Cymene 134 C1oH14 000099-87-6 93

Abundance Scan 1095 (9.921 min): BG051705.D\data.ms (-1089) (-) m/z 119.10 100.00%

119.1
5000 134.2
012 LIV

411 57.2 10.00
\\‘HH‘HH‘HH"‘\“\H“\‘\‘\‘\’\H‘\‘\‘ZHJEHH’\\H‘\HH’HH\“\H\‘\‘\‘H‘H m/z 134 15 41 44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
1000

m/z 91.15 22.51%

39.0 65.0 91.0
\\‘].H\\‘\\H‘H\\"‘\\H‘\1\\’\‘\‘\\‘\H‘\“H\\’\\H‘\H\’\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
WHMA [y ,ﬂﬂ/w\

119.0
134.0 lOiOO
5000 m/z 120.15  13.11%
o
r | 1
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 10 00
m/z 115.15 10.85%
5000
91.0 134.0
0 ) ] | i)
- N T D[]l
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 1H-Indene, 2,3-dihydro-2-me... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.502 3.12 ng/ul 75867 Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 50
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 50
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 50

4 Benzene, (1-methyl-1-propenyl)-,... 132
5 Benzene, 1-methyl-2-(2-propenyl)- 132

C1eH12
C10H12

000767-99-7 50
001587-04-8 50

Abundance Scan 1194 (10.502 min): BG051705.D\data.ms (-1189) (-  m/z 119.15 100.00%
119.2

57.2
5000 /\/\/\
L WAL
- }“W‘U\”““w e m/z 117.10 96.28%
miz--> 50 100 150 200 250 300
Abundance #16148: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
5000 —a L ‘M\ M\"‘{\\ —
10.50
39.0 m/z 57.20 52.34%
' 7.0‘ ‘
\‘\“‘\ ‘\‘ }‘“ ‘\“(\ “h\ ‘\ “‘h\ T ‘h\‘ T ‘ L ’ T T T ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
T \
10.50
5000 m/z 43.20 44.57%
51.0
S T O —
miz--> 50 100 150 200 250 300
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- T |
117.0 10.50
m/z 134.10 44.07%
5000
77.0
39.
m/z--> 50 100 150 200 250 300 10.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:30 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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: Cyclic11.812 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.812 2.39 ng/ul 57974  Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 49
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 47
3 4-Methylthiomorpholine-1,1-dioxide 149 C5H11NO2S 025343-91-3 47
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 47
5 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 47

Abundance Scan 1417 (11.812 min): BG051705.D\data.ms (-1412) (- m/z 83.15 100.00%

55.1
5000
120.2 y,
o e
168.2 11.50 12.00
e u A pa ““ L, ‘u e “‘1‘4‘5‘?‘ I - m/z 55.15 57.05%
m/z--> 20 0 100 120 140 160
Abundance #43577. Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — —
11.50 12.00
m/z 82.15 48.28%
29 0
\\‘1\\\a-‘o\s\q\]-‘z\s\o\\‘\\\\‘]-\618.\0\
m/z--> 80 100 120 140 160
Abundance #43497.Cycbhexane,hexyh
83.0
11.50 12.00
5000 55.0 m/z 41.15 39.69%
29.0 168.0
S TN G2 N . I
m/z--> 20 40 60 80 100 120 140 160
Abundance #27126: 4-Methylthiomorpholine-1,1-dioxide — ——
83.0 11.50 12.00
420 m/z 57.10  39.69%
5000
149.0
‘ 64.(“ | 102.0120.0 I
A = -
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.112 4.12 ng/ul 100116 Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
Abundance Scan 1468 (12.112 min): BG051705.D\data.ms (-1463) (- m/z 57.15 100.00%
57.1
5000
1200 12550
113.2 . .
155.2 :
A “Hu | H“u”\ Lo 3 gz 71015 88.48%
miz--> 50 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 P W
12.00 12.50
‘ m/z 43.15 70.81%
113.0
2\6‘\\0‘\‘ ‘H\ ‘1‘ \H‘\ “ \“ T “\ T ‘ T }8\3.\0‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
— —
12.00 12.50
5000 m/z 41.15 38.97%
113.0
26,0, ‘H‘ ! ‘ il 18902070
m/z--> 50 100 150 200 250 300
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester —— ——
57.0 12.00 12.50
m/z 56.15 21.70%
5000
‘ 113.0
L O S 40 4 i
m/z--> 50 100 150 200 250 300 12.00 12.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:32 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 50
R.T. EstConc Area Relative to ISTD R.T.

12.717 2.30 ng/ul 55879  Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 43
2 Dodecyl octyl ether 298 C20H420 1000406-38-4 43
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 38
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 37
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 37

Abundance Scan 1571 (12.717 min): BG051705.D\data.ms (-1566) (-  m/z 57.15 100.00%
57.1

5000 e M
1250  13.00
220.9 : :
H‘\‘ﬂ“M‘“J“'\\\'ﬂls‘;Hmeww_m,‘ww_ww,m m/z 71.18 58.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 WW — —r—
12.50 13.00
m/z 145.15 46.93%
‘H 27.0197.0267.0337.0  463.0 561.0
HH‘\HW\\\I’HH‘T\H‘HH‘W\H‘\H\‘\H\‘\H!‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #197435: Dodecyl octyl ether
AT
T ‘ \t\\ T T ‘ \A\
12.50 13.00
5000 ITI/Z 43.15 37.21%
Ml
S S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #61053: 1-Decanol, 2-ethyl- — —
57.0 12.50 13.00
m/z 55.15 30.82%
- VAWMMﬂWW%AMMWWAMM%A
rLMW?“ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 30
R.T. EstConc Area Relative to ISTD R.T.

13.446  3.60 ng/ul 128115 Acenaphthene-die 14.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecane, 11-trimethyl- 212 C15H32 031295-56-4 86

2,6,
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1694 (13.440 min): BG051705.D\data.ms (-1690) (-  m/z 57.15 100.00%

57.1
5000
85.2
e
113. 2 159 2 13.50
183.1 m/z 71.10  89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 T
85.0 13.50
m/z 43.15 57.43%
29.0
\\\‘\‘\‘\\“‘}\\h ‘\\Hl\“!\\\““\\‘U\‘\‘\]\-\4.‘]-\\0\\]‘-\6%\0‘\1\-\9\7‘9\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
P
13.50
5000 m/z 41.15 43.42%
T e B R RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- ——
57.0 13.50
m/z 85.15 37.60%
5000
85.0
29.0
| H I ‘ 1130 4410 169.0 197.0
e e e e e e e e e —rh
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:34 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.068 4.37 ng/ul 155434  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1801 (14.068 min): BG051705.D\data.ms (-1796) (-  m/z 156.00 100.00%

156.0
5000 /\/\

119.1 ——— .

391 77.0 204.2 397 14.00
. |
S22 m/z 141.10 0 72.85%
miz--> 50 100 150 200 250 300
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 J\‘ ‘ w
14.00
m/z 155.15 36.18%
77.0
L 3\9\0“ \“ \‘ “‘\ T ’ \‘\. “‘\ ‘1‘ ’“ T T T ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 A ﬂx
Agnl [ AL
14.00
5000 ITI/Z 119.10 17.58%
77.0
115.
L NN B Y I
miz-> 50 100 150 200 250 300
Abundance #33164: Naphthalene, 1,6-dimethyl- —— ‘
156.0 14.00
m/z 115.05 14.69%
5000
115.0
280 00 Tl 'l
m/z--> 50 100 150 200 250 300 14.00

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:35 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Naphthalene, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.233 4.76 ng/ul 169253  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 1829 (14.233 min): BG051705.D\data.ms (-1823) (- m/z 156.10 100.00%

156.1
5000 /\/\
571 115.1 Al o A
‘ ‘ 14.00 14.50
ey “‘JM“NU‘ i bl L L1932 0 141 05 97, 26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 J\‘ ‘ A
14.00 14.50
Lo S 115.0 m/z 155.10 34.47%
\\\‘2\7\(\)\‘\\\\‘H\‘\HH“\\\\‘\\\\‘\“!‘\\“‘\\‘M‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl- /(/\
156.0
\ A A h‘ T A/\A /\)\
14.00 14.50
5000 ITI/Z 115.05 21.74%
51.0 115.0
"‘?7‘9‘,‘m,m‘w,w,mt‘mxummh“w_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33167: Naphthalene, 1,5-dimethyl- —— ——
156.0 14.00 14.50
m/z 57.15 18.32%
: WJ\WWV
77.0
115.0
51 0
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:36 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 24
R.T. EstConc Area Relative to ISTD R.T.

14.380 3.83 ng/ul 136441  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
2 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 64
3 Dodecane 170 C12H26 000112-40-3 64
4 Tridecane 184 C13H28 000629-50-5 62
5 Tridecane 184 C13H28 000629-50-5 60

Abundance Scan 1854 (14.380 min): BG051705.D\data.ms (-1850) (-  m/z 57.15 100.00%
57.1

5000
85.2
— —
113.1 141.1 183.1 14.00 14.50
’. m/Z 71.15 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59056: Undecane, 4,8-dimethyl-
43.0
71.0
5000 i -
14.00 14.50
141.0 m/z 43.15 69.69%
99-01’169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— ——
14.00 14.50
5000 85.0 m/z 85.15 33.98%
113.0 141.0
29-0‘ 183.0
0 A O LA -1 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane T ——
43.0 14.00 14.50
m/z 41.15 33.59%
71.0
5000
“ \‘ H\ I 98\\.0 \127'0 170.0
‘uu‘hu‘u?w‘uu‘ww}w‘w‘uw’uu‘uu‘uu‘uu‘uw T L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28

Operator : CG/JU

Sample : M5171-13DL 10X

Misc

ALS Vvial : 32 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 15 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
14.750 2.94 ng/ul 104477  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 52
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 35
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 35
4 Phosphetane, 1-chloro-2,2,3,4,4-... 194 C8H16Cl0OP 029276-11-7 30
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 25

Abundance Scan 1917 (14.750 min): BG051705.D\data.ms (- 1912) (- m/z 193.25 100.00%
198.

69.2
41.1 97.2
5000
123 1 T ‘ T T ‘ T
| h 153.2 p10c 14.50 15.00
H“H‘ﬂ‘m WL\M\\\”ﬂHMWWMwmwﬂwWNWHM\MAH‘H m/z 69.15 98.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 — —
14.50 15.00
m/z 55.15 62.53%
‘ ‘ 151.0
\\\‘\\\\‘\\\‘\‘\ \\“}\\‘!‘\‘\‘\\‘!\\\“\\‘}\‘\\\\“\\{‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19561: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.alf
41.0
— —

67.0 95.0 14.50 15.00
5000 ' m/z 97.15 62.50%
‘ ‘ 123.0
kuw“m‘:l‘_‘ ol Hw“_Jw‘mWm_m_m_uw‘
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane 7 —
69.0 14.50 15.00
m/z 41.15 60.50%
5000 410 109.0 1370

150‘\‘ \H \‘ Hh L

m/z-->

20 40 60 80 100 120 140 160 180 200 220

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:38 2022

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 16 Naphthalene, 1,4,5-trimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
15.290 3.86 ng/ul 137267  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 58
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 58
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 58

Abundance Scan 2009 (15.290 min): BG051705.D\data.ms (-2006) (-  m/z 155.10 100.00%

155.1
5000
e e
185.3207.3 15.00 15.50
. m/z 170.15  72.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
5000 T /\/\ T M
15.00 15.50
128.0 m/z 168.05 42.71%
63.0 ‘
‘\\\4\]‘.\0\“\\“\\\“U‘ﬁ‘g\‘\\‘\\\\‘\‘U\\“‘\\ ‘\H\H\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0 j\
ATV A VTSN
15.00 15.50
5000 m/z 57.15 42.36%

27.0 51.0 76.0 102.0 1280 |

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

e

Abundance #45539: Naphthalene, 2,3,6-trimethyl- —— ——
170.0 15.00 15.50
m/z 71.15 41.75%
128.0
410 630 850 1280
R AN B A e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:39 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.408 2.61 ng/ul 92789  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 59
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 58
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53
4 Ether, hexyl pentyl 172 C11H240 0©32357-83-8 50
5 Trichloroacetic acid, 4-methylpe... 246 C8H13C1302 1000282-35-2 47

Abundance Scan 2029 (15.408 min): BG051705.D\data.ms (-2026) (-  m/z 71.15 100.00%

71.2
43.1
5000
97.2 . .
133.1 ‘
173.1 204.1 15.50
REN . m/z 57.15  95.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0
71.0
5000 T
15.50
m/z 43.15 67.45%
‘ ‘ | 970 141.0
\‘\‘\‘\\“‘\\\!“\\M\‘!‘\\}M‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
e
15.50
5000 85.0 m/z 85.15 50.45%
29.0 126.0
‘_‘;‘wumuwwwww_m_hm,‘lﬁ‘?-?‘H_www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152677: Sulfurous acid, butyl nonyl ester —
57.0 15.50
m/z 41.15 49.28%
5000 85.0 WWM
290 127.0
e b PTOs0 a0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:40 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc :

ALS Vvial : 32 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 19 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.701 4.85 ng/ul 172497  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 38
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 38
3 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 38
4 Bicyclo[4.1.0]heptane-7-carboxyl... 306 C14H14N206 1000311-95-8 35
5 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 35

Abundance Scan 2079 (15.701 min): BG051705.D\data.ms (-2075) (- m/z 123.15 100.00%

128.2
41.1
69.2
5000
95.2 .
— —
, _ 15.50 16.00
: m/z 41.15 63.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123.0
68.0
5000 — e
15.50 16.00
95.0 o
41.0 m/z 55.15  60.43%
I O v
\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)-
123.0
—r —
15.50 16.00
5000 m/z 119.15  55.52%
207.0
290 57.0 950 | 165.0 ‘
R R R R R S RN AN RE NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94739: Bromo-4-fluoroacetophenone T ——
123.0 15.50 16.00
m/z 69.15 51.78%
5000 95.0 WM
50.0
MO bbb e 17602080
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\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28

Operator : CG/JU

Sample : M5171-13DL 10X

Misc

ALS Vvial : 32 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 21 2,4,4,6-Tetramethyl-6-pheny... Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
16.312 3.33 ng/ul 121093  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 74
2 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
3 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 72
4 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 72
5 2,4,4,6-Tetramethyl-6- phenylheptane 232 C17H28 1010293-28-6 72

Abundance Scan 2183 (16.312 min): BG051705.D\data.ms (-2179) (- m/z 119.15 100.00%

119.2
5000
41.1 9L.2
1&00 1&50
169 1 201.2  246.2
m/z 91.15  32.86%
m/z--> 20 40 60 80 100120140160180200220240
Abundance  #111830: 2,4,4,6-Tetramethyl-6-phenyl-1-heptene
119.0
5000 — —
91.0 16.00 16.50
m/z 41.15 26.70%
55.0
doou L) 14501730 9300
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
— —r
16.00 16.50
5000 ITI/Z 105.15 17.21%
41.0 91.0
15.0 ‘\‘ ‘ ‘ .| 145.0 175.0 207.0 246.0
R R B SRR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #131112: Benzene, (1,1,4,6,6-pentamethylheptyl)- — T
119.0 16.00 16.50
m/z 57.15 12.57%
B mvﬂ\,wj\uyﬂﬂﬁwwﬂj\\ww
91.0
57.0
290, || 14701750 246.0
P T R — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:42 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 (DEL) Alkane: Cyclic16.353 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
16.353 2.33 ng/ul 84572  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 46
2 Succinic acid, 2-methylpent-3-yl... 284 C16H2804 1000391-11-2 38
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 38
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 35
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 35

Abundance Scan 2190 (16.353 min): BG051705.D\data.ms (-2187) (- m/z 119.15 100.00%
83.2 119.2

55.1
5000

- e
69.1 16.00 16.50
1902, 233 m/z 83.15 90.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #71754: Cyclohexane, octyl-
83.0

5000 55.0 T T
16.00 16.50
m/z 55.15 55.28%

90/ f || | 112013901650 196.0

29. N
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178712: Succinic acid, 2-methylpent-3-yl trans-hex-3-en

83.0
— —
16.00 16.50
5000 ITI/Z 82.15 53.39%
55.0
‘ ‘ 119.0
200) Ll Ll aseel®o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20733: Cyclohexane, (2-methylpropyl)- “ —
55.0 16.00 16.50
83.0 o
m/z 41.15 32.77%
5000
27.0
H “ 140.0
Il \‘ L ‘
T T T T T T T T T — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.624 9.54 ng/ul 346787  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 62
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 58

Abundance Scan 2236 (16.624 min): BG051705.D\data.ms (-2232) (-~ m/z 57.15 100.00%
57.1

5000 w
85.2
—r —
‘ us2 o, 184.2 16.50 17.00
! _‘”1‘MH“‘Hl‘wu‘kw‘m Lolzs124a2 0 e g3 a6y
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — e
16.50 17.00
85.0 . .41%
29.0 m/z 43.15 64.41%
Ll ‘ 113.0141.0169.0197.0
\\\‘H\\‘\H ‘\\H‘\\\\‘\\\\‘\\\\‘\H\‘\\H‘\\\\‘\\\\‘\\\\‘H\\‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—r —
16.50 17.00
5000 ITI/Z 41.15 33.95%
29. 0‘ 85.0
113.0
“wﬂkwﬁ‘%uHWWJH‘_‘M‘m%Q%P‘_‘}E%QW‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #90203: Dodecane, 2,6,11-trimethyl- —— ——
57.0 16.50 17.00
m/z 85.15 27.36%
5000
T M‘MN\/V
29.0 113.0
SR 0 0 e/ N
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 16.50 17.00

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:44 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 unknown-02 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.723 3.37 ng/ul 122325  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 38
2 4-methylphenylacetic acid, 2,2,2... 232 C11H11F302 1000376-55-2 27
3 2-Methylbenzylamine, N,N-dibutyl- 233 C16H27N 1000310-39-6 25
4 Benzene, (2-iodoethyl)- 232 C8H9I 017376-04-4 22
5 3-Methylbenzylamine, N,N-dibutyl- 233 C16H27N 1000310-40-5 22

Abundance Scan 2253 (16.723 min): BG051705.D\data.ms (-2249) (- m/z 105.15 100.00%
105.2

2

5000
411 1352 T ‘ T T ‘ T
771 ‘ 16721015 2322 16.50 1700
ittt e m/z 135.15 23.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114094: Benzene, (1-methyldecyl)-
105.0
5000 — ——
16.50 17.00
m/z 91.15 23.71%

232.0
7ol ) 147.0 175.0 203.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #113183: 4-methylphenylacetic acid, 2,2,2-trifluoroethyl e

=

105.0
—— —
16.50 17.00
5000 m/z 41.15 20.39%
77.0 232.0
51.0
ek ety 1320 1890 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115101: 2-Methylbenzylamine, N,N-dibutyl- —— ——
105.0 16.50 17.00
m/z 55.15 20.13%
5000 190.0
et e e e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:45 2022 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 21
R.T. EstConc Area Relative to ISTD R.T.
17.446 4.21 ng/ul 152883  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2376 (17.446 min): BG051705.D\data.ms (-2373) (- m/z 57.15 100.00%
57.1

5000 WQMMWJU&AANKQNANWVQ
—
99.2
1411 1831 17.50
b LS T 22522563 m/z 71.15  76.23%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 1
17.50
m/z 43.15 58.00%
99.0
T T T \“‘ ‘ “\ ‘U‘ \‘H\ “‘ \“‘ T ‘]\-4\‘]."()\ \]-8\3.\0‘ T \2\3\9-’0 T T \2\96‘-(
m/z--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—
17.50
5000 m/z 85.15 42.37%
113.0
183.0
26,0 bl 2880 th
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane 7
57.0 17.50
m/z 41.15 33.07%
5000 WMWW
99.0
250, ||| | 410 1ss0 200 .
m/z--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 p-Dicyclohexylbenzene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.085 4.29 ng/ul 155874  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 91
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 30
4 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 14
5 Succinic acid, ethyl 2-(trifluor... 304 C14H15F304 1000381-64-9 14
Abundance Scan 2655 (19.085 min): BG051705.D\data. ms(2652)( m/z 242.25 100.00%
117.2 24p.
159.2
55.1
5000
AR
203.2 282.1 :
- h M‘ M‘h ‘H H‘H u‘ H\‘u m/z 117.15 99.61%
miz--> 0 100 150 200 250
Abundance #126419.p-DmydoheXWbenzene
117.0 242.0
159.0
5000 — :
55.0 19.00
m/z 159.15 84.19%
99.0
I \ “‘\‘\ H\‘ \‘ ‘h “ ‘h ”\ \ \% T \‘\“ L
miz--> 0 50 100 150 200 250
Abundance #126418: p-Dicyclohexylbenzene
117.0 1590 242.0
RN
19.00
m/z 91.15 74.75%
5000 550 /
‘1‘5.‘0‘\‘ AL, m“m | “h“‘ | ‘\1 1 ‘#g?'c‘)‘ : “‘ N M\WVWV\M\MU\VA
miz--> 0 50 100 150 200 250
Abundance #49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- e |
159.0 19.00
m/z 55.15 56.43%
5000 WWM
28.0 91.0 12?0‘ ‘ ‘
P T ol bl I
et e e ——
m/z--> 0 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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, 1,2-dihydro-4-... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
19.426 3.64 ng/ul 132348  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 89
2 Naphthalene, 1,2-dihydro-4-phenyl- 206 Cl6H14 007469-40-1 81
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 70
4 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 49
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 47
Abundance Scan 2713 (19.426 min): BG051705.D\data.ms (-2710) (- m/z 242.20 100.00%
242.2
117.2
5000
55.1 AT
19.50
539.!
s e et M/z 206.15 76.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126420: p-Dicyclohexylbenzene
242.0
159.0
5000 91.0 U '
19.50
m/z 117.15 61.24%
JP‘ IR

‘\\\r‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #82967: Naphthalene, 1,2-dihydro-4-phenyl-
206.0

S

\
19.50

5000 91.0 m/z 159.15 57.98%

210, 1)1, L? o)

m/z--> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #126419: p-Dicyclohexylbenzene ‘
117.0 242.0 19.50
m/z 91.15 57.41%
NN \/\J\/\AMMN
Lol -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 cyclohexane, [1,1'-biphenyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.625 6.66 ng/ul 241958  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 53
2 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 49
3 9,10-Anthracenedione, 1-ethyl- 236 C16H1202 024624-29-1 43
4 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 38
5 2,4-Diethoxy-5-methoxy-1-(2-prop... 236 C14H2003 1000122-72-0 35

Abundance Scan 2747 (19.625 min): BG051705.D\data.ms (-2743) (- m/z 236.15 100.00%
236.2

180.2
5000
ey e
411 771 11‘52 ﬂ‘ ey 19.50 20.00
0L— \“ ‘n\‘w \\mHu\‘ L ‘M‘ h‘ \‘h‘\ TR X S "‘ — ITI/Z 180.15 58.22%
miz--> 50 150 200 250 300
Abundance #118899.cyd0hexane,[thbmhenyuaLyL
236.0
193.0
5000 = g
19.50 20.00
152 m/z 178.10 52.17%
410 479 11"5.0 ‘
bl by \h A
T T \ ‘ \ T T T ‘ T T T T \ T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #118757: 9,10-Anthracenedione, 2-ethyl-
236.0
—r— —
19.50 20.00
5000 ITI/Z 165.15 47.42%
193.0
0 710 15019 | || |
T T \ ‘ T T ‘\ T H T L T T T ‘ T T L ‘ ‘\ T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #118755: 9,10-Anthracenedione, 1-ethyl- P ——
236.0 19.50 20.00
m/z 167.15 43.77%
5000
193.0 ‘
p7.0
0 T80 msos20 [y oo b ol
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\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28

Operator : CG/JU

Sample : M5171-13DL 10X

Misc

ALS Vvial : 32 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 29 Benzene, 1,1'-cyclohexylide... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
19.901 3.68 ng/ul 138538  Chrysene-di2 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 93

2 Benzene, 1,1'-cyclohexylidenebis- 236 C18H20 021113-55-3 62
3 Spiro(cyclohexane-1,4'(1'H)-quin... 236 C13H20ON2S 005579-43-1 60
4 9,10-Anthracenedione, 1-ethyl- 236 C16H1202 024624-29-1 58
5 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 53

Abundance Scan 2794 (19.901 min): BG051705.D\data.ms (-2791) (- m/z 236.15 100.00%

236.2
193.2
5000
77.0 19%6 éObd
1151 : .
. “39\\1‘\\\“‘ ‘hu‘u u\ | _— “\ \‘u\‘ hH m‘ . “‘\‘ — ‘2‘87‘3‘ m/z 193.15 71.75%
miz--> 50 100 150 200 250
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 — R
19.50 20.00
4o 5.0 152. m/z 178.10 55.01%
\\\‘\“\7\7‘\0\“\‘\‘\‘\M “\‘h \\1‘\‘\\\\
miz--> 50 100 150 200 250
Abundance #118897: Benzene, 1,1'-cyclohexylidenebis-
198.0 236.0
P e
19.50 20.00
5000 m/z 167.15  44.06%
1150
410 770‘ ‘15 q‘\ u‘ L ‘\
Cer s T T
miz--> 50 100 15 200 250
Abundance #118290: Spiro(cyclohexane-1,4'(1'H)-quinazoline)-2'(3'H P —
193.0 19.50 20.00
m/z 180.15 43,449
5000
236.0
AT o eol | el
miz--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28

Operator : CG/JU

Sample : M5171-13DL 10X

Misc

ALS Vvial : 32 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 Octicizer Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.300  18.28 ng/ul 688784  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octicizer
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P
3 Phosphoric acid, isodecyl diphen... 390 C22H3104P
4 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30
5 2-Benzo[1,3]dioxol-5-yl-7-methyl... 251 C16H13NO2

362 C20H2704P

Abundance Scan 3032 (21.300 min): BG051705.D\data.ms (-3027) (-

001241-94-7 91
1346599-15-2 74
1346599-15-2 58
004928-02-3 47
1000274-75-9 47

m/z 251.05 100.00%

251.1
5000
94.2 —— —
41‘-1 ‘ 175. - 21.00 21. 50
ol L 1342, ‘“H_m 2931 SBEL . m/z 250.00  24.88%
mlz--> 50 100 150 200 250 300 350
Abundance #271568: Octicizer
251.0
5000
2100 2150
94.0 362.0 m/z 249.05 0.20%
4%0 | 17?0
L | . L
\\\‘\\\‘\\1\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance  #295462: Phosphoric acid, isodecyl diphenyl ester
251.0
2100 2150
5000 ITI z 94.15 9.67%
43.0 240 170.0
Liyl, ‘ e 291.0333,0 390
e T R e SR e .
m/z--> 50 100 150 200 250 300 350
Abundance  #295461: Phosphoric acid, isodecyl diphenyl ester
251.0 2100 2150
m/z 41.15 %
5000
94.0
RPN O e 291.0 300,
T T e e B B e e —— —r—
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\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, 2-ethylbutyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.464 7.01 ng/ul 264012  Chrysene-d12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-ethylbutyl isob... 306 C18H2604 1000356-88-9 86
2 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 86
3 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
4 Phthalic acid, dodecyl phenyl ester 410 C26H3404 1000314-87-7 72
5 Phthalic acid, decyl 3,5-difluor... 418 C24H28F204 1000314-96-7 72
Abundance Scan 3060 (21.464 min): BG051705.D\data.ms (-3056) (-  m/z 149.05 100.00%
149.1
5000
571 21'50
104.1 265.1 .
0 “H‘“‘ww by | 188:2220.3 T 3074 sz 57,15 17.14%
mlz--> 50 100 150 200 250 300 350
Abundance  #206962: Phthalic acid, 2-ethylbutyl isobutyl ester
149.0
5000 =T
21.50
m/z 41.15 13.68%
57.0
\‘\ \M““\ ‘\ \“]\-0“4\.()\ T \‘\ T ’2\2\3\.0\ ’ L ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
=
21.50
5000 m/z 43.15 11.34%
‘57"0 98.0 265.0
PR VR ! L L
et
m/z--> 50 100 150 200 250 300 350
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester i
149.0 21.50
m/z 150.05 10.22%
5000
>0 1040 2650 362,
—t————— .
m/z--> 50 100 150 200 250 300 350 21.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:51 2022 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, 5-methylhex-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
22.140 3.60 ng/ul 135533  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 80
2 Phthalic acid, 2-ethylhexyl unde... 432 C27H4404 1000308-97-4 80
3 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 72
4 Phthalic acid, 4,4-dimethylpent-... 320 C19H2804 1000371-14-2 72
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 72

Abundance Scan 3175 (22.140 min): BG051705.D\data.ms (-3171) (-  m/z 149.05 100.00%

149.1
5000
57.1
—— T
1041 2071 2791 22.00 22.50
‘ \‘ Dbl Ll 000 (BT 3844 mjz 57.15 31.82%
mlz--> 50 100 150 200 250 300 350 400
Abundance #338450: Phthalic acid, 5-methylhex-2-yl heptadecyl este
149.0
5000 — —
22.00 22.50
m/z 41.15 23.71%
43.0
T ‘\‘\L“‘h‘\ “}“\?\7‘“.“(\)\ T \‘\ TT ‘ 1T \2‘6\5\.\0\ ‘ T T 1T ‘ T \4\0“5\.(
m/z--> 50 100 150 200 250 300 350 400
Abundance  #319059: Phthalic acid, 2-ethylhexyl undecy! ester
149.0
—— =
22.00 22.50
5000 ITI/Z 43.15 22.89%
57.0 321.0
AL 080 | aes0  2re0tlT
m/z--> 50 100 150 200 250 300 350 400
Abundance #271773: Phthalic acid, di(hept-3-yl) ester — =
149.0 22.00 22.50
m/z 71.15 17.57%
5000
5104000 || 265.0
T L R R R — =
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, hept-2-yl oc... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
22.457 3.78 ng/ul 142282  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-2-yl octyl e... 376 C23H3604 1000356-97-5 72
2 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 72
3 Phthalic acid, dec-2-yl hexyl ester 390 C24H3804 1000356-94-2 64
4 Phthalic acid, isohexyl undecyl ... 404 C25H4004 1000308-97-5 64
5 Phthalic acid, isobutyl 4-nitrop... 343 C18H17NO6 1000315-26-0 59

Abundance Scan 3229 (22.457 min): BG051705.D\data.ms (-3226) (-  m/z 149.05 100.00%

149.1
5000
—
b L 210 Lyl 883 w2 41015 16.08%
mlz--> 50 100 150 200 250 300 350
Abundance #284743: Phthalic acid, hept-2-yl octyl ester
149.0
5000 LR
22.50
m/z 57.15 15.33%
T \“5‘1\.()‘” \9\8“.0\ L \‘\ T ‘ T T T T ‘ \2\7?.\()‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #324479: Phthalic acid, dodecyl octyl ester
149.0
—
22.50
5000 m/z 70.15  13.09%
43.0
L1830, ‘ 2790 3350
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #295627: Phthalic acid, dec-2-yl hexyl ester e
149.0 22.50
m/z 55.15 10.45%
- \W%ﬂNhMﬂquMAJ\WVAMV
251.0
139 850 | ]
T o e (S e e I —
m/z--> 50 100 150 200 250 300 350 22.50

SFAM-EPA-BG121421.M Fri Jan 07 ©3:04:54 2022 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, heptyl undec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.586 11.37 ng/ul 428240  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 87
2 Phthalic acid, 2-ethylbutyl hept... 348 C21H3204 1000356-89-2 86
3 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 86
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 83
5 Phthalic acid, 5-methylhex-2-yl ... 334 C20H3004 1000371-08-9 80

Abundance Scan 3251 (22.586 min): BG051705.D\data.ms (-3245) (-  m/z 149.05 100.00%

149.1
5000
57.1 7550 ‘
22.50
104.1 265.1
ol 4 2081 | te73 BT 8121381 0 5705 13.67%
mlz--> 50 100 150 200 250 300 350
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
5000 e :
22.50
m/z 43.15 12.22%
10 00 2650 3210
T M\ ‘\‘ ‘ T }“\‘ T ‘ L ‘ T T T ‘ L ‘ T T T ‘ T \‘ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #257825: Phthalic acid, 2-ethylbutyl heptyl ester
149.0
T T
22.50
5000 m/z 41.15  11.82%
43.0
— g o W\AJW
| I | L
et
m/z--> 50 100 150 200 250 300 350
Abundance #271909: 1,2-Benzenedicarboxylic acid, diheptyl ester P ‘
149.0 22.50
m/z 150.05 9.97%
5000
T om0 265.0
T e B I B I B i
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, 2-methoxyben... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.657 21.36 ng/ul 804900  Chrysene-di2 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-methoxybenzyl p... 356 C21H2405 1000382-49-4 72
2 Phthalic acid, isobutyl 2-methyl... 276 C16H2004 1000315-82-3 64
3 Benzyl butyl phthalate 312 C19H2004 000085-68-7 64
4 Diamyl phthalate 306 C18H2604 000131-18-0 64
5 2-(Heptyloxycarbonyl)benzoic acid 264 C15H2004 024539-58-0 64

Abundance Scan 3263 (22.657 min): BG051705.D\data.ms (-3257) (-  m/z 149.05 100.00%

149.1
ey =
41“-1‘ 2381 2031 22.50 23.00
ol bl by |, 1942 2502, 2931 3453 ., 91,15 48.66%
mlz--> 50 100 150 200 250 300 350
Abundance #265721: Phthalic acid, 2-methoxybenzyl pentyl ester
149.0
5000 e S
91.0 22.50 23.00
220.0 m/z 150.05  22.25%
43.0 ‘ ‘
T ‘h“\‘\‘\h‘ \““H\ r‘” - l L B ‘!‘ T ‘2\68\9\ T \\\?’5‘6\(
miz--> 50 100 150 200 250 300 350
Abundance  #168523: Phthalic acid, isobutyl 2-methylallyl ester
149.0
P 2
22.50 23.00
5000 m/z 57.15  16.01%
55.0
104.0 202.0
m/z--> 50 100 150 200 250 300 350
Abundance #214612: Benzyl butyl phthalate —— —
149.0 22.50 23.00
m/z 41.15 14.61%
5000
91.0
29.0 206.0
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
23.501  2.69 ng/ul 101156 Chrysene-di2 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 CloHao 060629-92-5 38

2 Nonadecane 268 C19H40 000629-92-5 38
3 Hexadecane 226 C16H34 000544-76-3 38
4 Eicosane 282 C20H42 000112-95-8 38
5 Tetradecane 198 C14H30 000629-59-4 30

Abundance Scan 3422 (23.591 min): BG051705.D\data.ms (-3418) (- m/z 149.05 100.00%
1

149
57.1
5000
7.2 T [
293.1 23.50
i ,“ % e pan A PELEIBS T B s7.15 67.81%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 ——
23.50
m/z 43.15 55.04%
9.0
\‘ | “\ Il u‘ il 1‘410 183.0 268.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
T
23.50
5000 m/z 71.15 42.68%
9.0
LLLLT 14101830 2680
—
m/z--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane T
57.0 23.50
m/z 85.15 31.35%
o W
9.0
140 | | | || 141018302260
L e B e e LA [ S B ——
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 1,2-Benzenedicarboxylic aci... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
23.943 3.67 ng/ul 109922  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 64
2 Phthalic acid, 6-methylhept-2-yl... 348 C21H3204 1000377-95-9 59
3 Phthalic acid, nonyl 2-propylpen... 404 C25H4004 1000377-92-5 59
4 Phthalic acid, isobutyl 2-pentyl... 292 C17H2404 1000315-48-6 59
5 Phthalic acid, 2-methylbutyl pen... 306 C18H2604 1000322-81-2 59

Abundance Scan 3482 (23.943 min): BG051705.D\data.ms (-3479) (- m/z 149.05 100.00%

149.1
5000
43.1 o400
24.00
4.2 207.1 2 307.1 ¢
§ A2 L 20712522 3071 38AC 43 1c 15.e0%
mlz--> 50 100 150 200 250 300 350
Abundance #312626: 1,2-Benzenedicarboxylic acid, isodecyl octyl es
149.0
5000 T
24.00
m/z 41.15 11.85%
57.0
279.0
T \“ ‘h‘\ W‘ \m]\.‘ \0\ T \‘\ T ‘ T T T T ‘ T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #257902: Phthalic acid, 6-methylhept-2-yl pentyl ester
149.0
—r
24.00
5000 m/z 57.15 10.73%
237.0
4?\’Q\ | 104.0 | |
R e e B T
m/z--> 50 100 150 200 250 300 350
Abundance  #304950: Phthalic acid, nonyl 2-propylpentyl ester e
149.0 24.00
m/z 71.15 7.64%
o M\M\M
57.0 112.0 | 293.0
I =
T e e R AR o o —
m/z--> 50 100 150 200 250 300 350 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, heptyl hept-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.096 19.76 ng/ul 592198 Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl hept-2-yl ... 362 C22H3404 1000356-97-4 86
2 Phthalic acid, hept-4-yl nonyl e... 390 C24H3804 1000356-79-0 86
3 Phthalic acid, 5-methylhex-2-yl ... 390 C24H3804 1000371-08-5 86
4 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 86
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 86

Abundance Scan 3508 (24.096 min): BG051705.D\data.ms (-3501) (- m/z 149.05 100.00%

149.1
5000
43.1 oa'0n !
24.00
104.1 293.1 :
- ‘H‘M‘ Mo | L 20922472 SEDS 385 nyz 43.15 14.90%
mlz--> 50 100 150 200 250 300 350
Abundance #271794: Phthalic acid, heptyl hept-2-yl ester
149.0
5000 e :
24.00
m/z 41.15 12.47%
S0 | 2
L ‘ T ‘ T 1T T ‘ T T T ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #295631: Phthalic acid, hept-4-yl nonyl ester
149.0
T
24.00
5000 m/z 57.15 11.60%
57.0 98.0 | 2930 LMJ\/\VJ\V
Ll oy |
et
m/z--> 50 100 150 200 250 300 350
Abundance #295712: Phthalic acid, 5-methylhex-2-yl nonyl ester e ‘
149.0 24.00
m/z 150.05 10.56%
5000
43.0 293.0
e 20 s
m/z--> 50 100 150 200 250 300 350 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, heptyl neope... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.260 14.88 ng/ul 445918  Perylene-di12 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl neopentyl ... 334 C20H3004 1000315-30-0 72
2 Phthalic acid, 2-cyclohexylethyl... 388 C24H3604 1010309-05-6 64
3 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 59
4 Phthalic acid, hex-2-yn-4-yl iso... 330 C20H2604 1000315-20-0 59
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 59

Abundance Scan 3536 (24.260 min): BG051705.D\data.ms (-3530) (- m/z 149.05 100.00%
1

49.1
5000 91.2
a7 24.00 24.50
276.1 ‘ : :
- \““‘H‘\‘\‘ b bl b 200 T 822 88T 7 91.15  41.93%
m/z--> 50 100 150 200 250 300 350
Abundance #241709: Phthalic acid, heptyl neopentyl ester
149.0
5000 - sacl
24.00 24.50
m/z 43.15 17.59%
71.0 237.0
200 1 1] | . 278.0319.0
\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350
Abundance #294218: Phthalic acid, 2-cyclohexylethyl 2-ethylhexyl es
149.0
— —
24.00 24.50
5000 m/z 150.85  13.64%
>5.0 104‘.0 ‘ 277.0
P ) S Y O G
m/z--> 50 100 150 200 250 300 350
Abundance #284730: Phthalic acid, heptyl octyl ester T —
149.0 24.00 24.50
m/z 57.15 12.08%
57.0
i M h‘ al 10w4.0 L 26?.‘0 376'0
A w2 e — —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.877 30.93 ng/ul 926872  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 83
2 Di-n-octyl phthalate 390 C24H3804 000117-84-0 72
3 Phthalic acid, hept-3-yl pentyl ... 334 C20H3004 1010356-98-8 72
4 Phthalic acid, decyl 3-methylbut... 376 C23H3604 1000356-81-1 72
5 Phthalic acid, 6-ethyl-3-octyl h... 390 C24H3804 1000315-17-6 72

Abundance Scan 3641 (24.877 min): BG051705.D\data.ms (-3634) (- m/z 149.05 100.00%

149.1
5000
— —r—
43.1 24.50 25.00
104.1 293.1 , : :
Sl 206 L 17a 2931 3400380, L 4305 12.01%
mlz--> 50 100 150 200 250 300 350
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
5000 — e
24.50 25.00
m/z 41.15 9.94%
43.0
|y, 1040 279.0
\\\‘\f\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #295604: Di-n-octyl phthalate
149.0
— —r
24.50 25.00
5000 ITI/Z 150.05 9.40%
43.0
A 2080 | aere  ERD
m/z--> 50 100 150 200 250 300 350
Abundance #241708: Phthalic acid, hept-3-yl pentyl ester — —
149.0 24.50 25.00
m/z 55.15 7.98%
o Mﬂm
430 1040 ‘ ?37'0
T T T B T T S — —r
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, nonyl 2-pent... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.122 6.45 ng/ul 193193  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, nonyl 2-pentyl ester 362 C22H3404 1000315-48-1 72
2 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 64
3 Phthalic acid, hexyl 2-methylall... 304 C18H2404 1000315-82-6 64
4 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 64
5 Phthalic acid, butyl pent-4-enyl... 290 C17H2204 1000360-46-3 59

Abundance Scan 3853 (26.122 min): BG051705.D\data.ms (-3847) (- m/z 149.05 100.00%

149.1
5000
43.1 — -
26.00 26.50
2 193.1 2931 3654
- u“‘,muﬁ e 1220 LT TS hyz 43015 21.67%
mlz--> 50 100 150 200 250 300 350 400
Abundance #271779: Phthalic acid, nonyl 2-pentyl ester
149.0
5000 — —
26.00 26.50
m/z 55.15 14.57%
430 1040 || 2370 2930
\\\’\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #332904: 1,2-Benzenedicarboxylic acid, diundecyl ester
149.0
—— —
26.00 26.50
=000 m/z 57.15 12.08%
43.0 321.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204527: Phthalic acid, hexyl 2-methylallyl ester P —
149.0 26.00 26.50
m/z 41.15 10.92%
o AWMW/\/\MWW
55.0
104.0 202.0
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 46 Phthalic acid, decyl undecy... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
26.199 6.58 ng/ul 197196  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, decyl undecyl ester 460 C29H4804 1000308-91-9 64
2 Phthalic acid, 5-methylhex-2-yl ... 502 C32H5404 1000371-07-7 64
3 Phthalic acid, 2-ethylhexyl prop... 320 C19H2804 1000309-00-2 59
4 Phthalic acid, cyclohexyl 4-form... 352 C21H2005 1000315-73-5 59
5 Phthalic acid, 3-fluorophenyl is... 316 C18H17F04 1000356-49-7 59

Abundance Scan 3866 (26.199 min): BG051705.D\data.ms (-3862) (-  m/z 149.05 100.00%

149.1 ] '
5000
43.1 U U
26.00 26.50
1040 231.1 321.1
” L o W20 5503684 s 43015 19.68%
mlz--> 50 100 150 200 250 300 350 400
Abundance #329071: Phthalic acid, decyl undecyl ester
149.0
5000 — e
26.00 26.50
m/z 57.15 11.53%
43.0 307.0
\\\“‘M\M\H\‘\\\\ \‘\\\‘\\\\‘\\\\“\'\‘\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #338450: Phthalic acid, 5-methylhex-2-yl heptadecyl este
149.0
P e
26.00 26.50
5000 m/z 41.15 11.10%
43.0
dda B0 L mese 4o
m/z--> 50 100 150 200 250 300 350 400
Abundance #224684: Phthalic acid, 2-ethylhexy! propyl ester —— ——
149.0 26.00 26.50
m/z 56.15 10.48%
5000
70.0 209.0
LY S —
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, 2-ethylbutyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.291  32.53 ng/ul 974661  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-ethylbutyl nony... 376 C23H3604 1000356-89-4 80
2 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80
3 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 74
4 Didodecyl phthalate 502 C32H5404 002432-90-8 74
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 74

Abundance Scan 4052 (27.291 min): BG051705.D\data.ms (-4040) (- m/z 149.05 100.00%

149.1
5000
— —
47'1 65 2 - | 27.00 27.50
ob 22 | 1981 2469 <E5C 855 /7 43.15  14.88%
mlz--> 50 100 150 200 250 300 350
Abundance #284765: Phthalic acid, 2-ethylbutyl nonyl ester
149.0
5000 — —
27.00 27.50
430 m/z 41.15 9.77%
~ 85.0
T ‘\ \“ ‘M\ ‘\‘ \“\ “\ T T T ‘\ T ‘ T \2\5‘1-.\0\ 2\9\‘3‘.()\ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
— —
27.00 27.50
5000 m/z 156.05  8.64%
A T L B LA LA A e B e e O
m/z--> 50 100 150 200 250 300 350
Abundance #332903: 1,2-Benzenedicarboxylic acid, diundecyl ester e s
149.0 27.00 27.50
m/z 57.15 8.34%
B \Mwwvﬁwmw/\kWNWMmm%w
57.0
[, 1040 2600 210
e e e T e e —r— ——
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 2-(4a,8-Dimethyl-6-ox0-1,2,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27.444 4.95 ng/ul 148456  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 50
2 Amberonne (isomer 1) 234 C16H260 1000470-69-7 47
3 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 43
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
5 3-(5-Fluoro-1,3-dioxo-1,3-dihydr... 237 C11H8FNO4 1000278-27-9 27
Abundance Scan 4078 (27.444 min): BG051705.D\data.ms (-4071) (-  m/z 191.15 100.00%
191.2
81.2
5000 123.2
—
39,0 ‘ “ 245.2 295.1 340 93833 27.50
“‘meuh‘ Ay L ST AL myz 81.15 70.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #116227: 2-(4a,8-Dimethyl-6-oxo-1,2,3,4,4a,5,6,8a-octah
41.0 95.0 191.0
5000 T
27.50
m/z 55.15 67.76%
‘ ‘ ‘ 234.0
; “‘\ wi m\“\um\ ‘wh \H u‘\“ “ “‘ R I A AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #116325: Amberonne (isomer 1)
191.0
43.0 119.0
—
27.50
5000 m/z 95.15 62.59%
‘ ‘ H 34.0
RET
m/z--> 50 100 150 200 250 300 350 400
Abundance #82820: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohe» T
191.0 27.50
43.0 m/z 123.15 41.12%
5000
121.0
Ll -
m/z--> 50 100 150 200 250 300 350 400 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 49 .beta.-iso-Methyl ionone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
28.684  8.52 ng/ul 255248 Peryleme-diz2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 ClaH220 1000285-40-2 55

036646-87-4 35
000127-43-5 30
1000400-23-3 27
1000374-10-3 27

2 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220
4 thiazolo[5,4-b]pyridin-2-amine, ... 191 C9H9N3S

5 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002

Abundance Scan 4289 (28.684 min): BG051705.D\data.ms (-4279) (- m/z 191.10 100.00%

191.1
81.1
5000
123.2
—— —
90 L) gLl 283 281 s 1o sas
HMHWﬂwHMWMNWWWWW‘NNWW\WN\ﬂw\\\\,uh\\MﬂH m/z 81.10 74.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
500028.0 —— ——
28.50 29.00
135.0 m/z 95.15 50.73%
T 93{(? ‘\h‘\“‘\‘i\‘\“\ “\ L B B B
miz--> 50 100 150 200 250 300 350 400
Abundance #177456: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-m
191.0
—— —
28.50 29.00
5000 m/z 69.15 34.89%
120.0 282.0
S VI VY B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen: P ——
191.0 28.50 29.00
m/z 55.15 31.84%
5000/ 579 WWMM
107.0149.0
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00

SFAM-EPA-BG121421.M Fri Jan

07 03:05:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc

ALS Vvial : 32 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 Phthalic acid, hex-3-yl und... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
30.728 10.67 ng/ul 319805 Perylene-d12 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 80
2 Phthalic acid, 2-ethylcyclohexyl... 430 C27H4204 1000315-36-1 78
3 Phthalic acid, 3-methylbut-3-eny... 388 C24H3604 1000357-10-9 78
4 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72

5 Phthalic acid, decyl 3,4,5-trich... 484 C24H27C1304 1000357-07-3 72

Abundance Scan 4637 (30.728 min): BG051705.D\data.ms (-4629) (-  m/z 149.05 100.00%

149.1
5000
43.1 i T
85.2 3211 30.50 31.00
276.1
- M b ] 18912282 2700 TRPT 0 m/z 43.15 16.13%
mlz--> 50 100 150 200 250 300 350
Abundance #304914: Phthalic acid, hex-3-yl undecyl ester
149.0
5000 — —
30.50 31.00
m/z 57.15 15.66%
43.0
T ‘\ \““M\ ‘\‘sﬁ'\o“\ T \‘\ L ’ L \2\5‘]_.\()\ T ‘3\2\‘]_.\0\ ‘ UL ’
miz--> 50 100 150 200 250 300 350
Abundance #318264: Phthalic acid, 2-ethylcyclohexyl undecyl ester
149.0
—r —
30.50 31.00
5000 ITI/Z 55.15 11.14%
69.0 110.0 321.0
22 T PO SN ! SR
m/z--> 50 100 150 200 250 300 350
Abundance #294210: Phthalic acid, 3-methylbut-3-enyl undecyl ester P ——
149.0 30.50 31.00
m/z 150.05 9.85%
5000 68.0
270 || 2160 3210 3g8,
T I e o
m/z--> 50 100 150 200 250 300 350 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51705.D

Acqg On : 21 Dec 2021 7:28
Operator : CG/JU

Sample : M5171-13DL 10X
Misc :

ALS Vvial : 32 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|
Benzene, 1-meth... 8.822 3.6 ng/ul 57272 1 8.270 315081 20.0
Benzene, 1,2,4,... 9.921 4.3 ng/ul 105509 2 11.108 485587 20.0
1H-Indene, 2,3-... 10.502 3.1 ng/ul 75867 2 11.108 485587 20.0
(DEL) Alkane: C 11.812 2.4 ng/ul 57974 2 11.108 485587 20.0
(DEL) Alkane: S... 12.112 4.1 ng/ul 1eelle 2 11.108 485587 20.0
(DEL) Alkane: S... 12.717 2.3 ng/ul 55879 2 11.108 485587 20.0
(DEL) Alkane: S... 13.4490 3.6 ng/ul 128115 3 14.908 711890 20.0
Naphthalene, 2,... 14.068 4.4 ng/ul 155434 3 14.908 711890 20.0
Naphthalene, 2,... 14.233 4.8 ng/ul 169253 3 14.908 711890 20.0
(DEL) Alkane: S... 14.380 3.8 ng/ul 136441 3 14.908 711890 20.0
Decahydro-1,1,4... 14.750 2.9 ng/ul 104477 3 14.908 711890 20.0
Naphthalene, 1,... 15.290 3.9 ng/ul 137267 3 14.908 711890 20.0
(DEL) Alkane: S... 15.408 2.6 ng/ul 92789 3 14.908 711890 20.0
unknown-01 15.701 4.8 ng/ul 172497 3 14.908 711890 20.0
2,4,4,6-Tetrame... 16.312 3.3 ng/ul 121093 4 17.657 726758 20.0
(DEL) Alkane: C... 16.353 2.3 ng/ul 84572 4 17.657 726758 20.0
(DEL) Alkane: S... 16.624 9.5 ng/ul 346787 4 17.657 726758 20.0
unknown-02 16.723 3.4 ng/ul 122325 4 17.657 726758 20.0
(DEL) Alkane: S... 17.446 4.2 ng/ul 152883 4 17.657 726758 20.0
p-Dicyclohexylb... 19.085 4.3 ng/ul 155874 4 17.657 726758 20.0
Naphthalene, 1,... 19.426 3.6 ng/ul 132348 4 17.657 726758 20.0
cyclohexane, [1... 19.625 6.7 ng/ul 241958 4 17.657 726758 20.0
Benzene, 1,1'-c... 19.901 3.7 ng/ul 138538 5 21.975 753489 20.0
Octicizer 21.300 18.3 ng/ul 688784 5 21.975 753489 20.0
Phthalic acid, ... 21.464 7.0 ng/ul 264012 5 21.975 753489 20.0
Phthalic acid, ... 22.140 3.6 ng/ul 135533 5 21.975 753489 20.0
Phthalic acid, ... 22.457 3.8 ng/ul 142282 5 21.975 753489 20.0
Phthalic acid, ... 22.586 11.4 ng/ul 428240 5 21.975 753489 20.0
Phthalic acid, ... 22.657 21.4 ng/ul 80490 5 21.975 753489 20.0
(DEL) Alkane: S... 23.591 2.7 ng/ul 101156 5 21.975 753489 20.0
1,2-Benzenedica... 23.943 3.7 ng/ul 109922 6 25.476 599294 20.0
Phthalic acid, ... 24.096 19.8 ng/ul 592198 6 25.476 599294 20.0
Phthalic acid, ... 24.260 14.9 ng/ul 445918 6 25.476 599294 20.0
1,2-Benzenedica... 24.877 30.9 ng/ul 926872 6 25.476 599294 20.0
Phthalic acid, ... 26.122 6.5 ng/ul 193193 6 25.476 599294 20.0
Phthalic acid, ... 26.199 6.6 ng/ul 197196 6 25.476 599294 20.0
Phthalic acid, ... 27.291 32.5 ng/ul 974661 6 25.476 599294 20.0
2-(4a,8-Dimethy... 27.444 5.0 ng/ul 148456 6 25.476 599294 20.0
.beta.-iso-Meth... 28.684 8.5 ng/ul 255248 6 25.476 599294 20.0
Phthalic acid, ... 30.728 10.7 ng/ul 319805 6 25.476 599294 20.0
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