LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acqg On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS Vvial : 13  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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49337.D

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

# min  scan scan scan TY height area % max. total
1 3.1e3 5 11 20 rBvV2 86143 194253 2.86% ©.581%
2 3.185 21 25 39 rvB 69885 129296 1.90% 0.387%
3 3.890 142 145 154 rBV2 17227 34841 0.51% 0.104%
4 4.213 195 200 209 rVB2 38003 60841 ©.90% 0.182%
5 7.221 706 712 722 rBV3 26640 58129 ©0.86% 0.174%
6 7.386 733 740 747 rBV 71625 125281 1.85% 0.375%
7 7.597 770 776 783 rVB 91284 162911 2.40% ©.487%
8 7.791 801 809 814 rVB4 7244 14476  0.21% 0.043%
9 8.067 849 856 861 rW 90573 165473 2.44% 0.495%
106 8.120 861 865 870 rVv2 22351 36092 ©.53% 0.108%
11 8.179 870 875 884 rVB3 15696 29039 0.43% 0.087%
12 8.443 914 920 926 rBv3 19870 35776 0.53% 0.107%
13 8.508 926 931 936 rVV2 14873 23705 0.35% 0.071%
14 8.772 969 976 983 rVB 82231 147439  2.17% ©0.441%
15 8.907 991 999 1004 rBV6 13491 28255 ©0.42% 0.084%
16 9.231 1048 1054 1064 rVB 117435 229325 3.38% 0.686%
17 9.354 1069 1075 1084 rVW3 17614 33992 0.50% 0.102%
18 9.959 1171 1178 1187 rVB 107885 196806 2.90% ©.588%
19 10.276 1227 1232 1239 rBV3 12971 25401 0.37% 0.076%
20 10.506 1264 1271 1279 rBV 161705 287387 4.23% 0.859%
21 10.647 1288 1295 1305 rVB3 25445 50776 ©.75% ©.152%
22 10.888 1325 1336 1341 rW 126460 236779 3.49% 0.708%
23 11.017 1350 1358 1369 rBV3 108624 242946  3.58% 0.726%
24 11.493 1428 1439 1443 rBV6 7842 23469 ©.35% 0.070%
25 11.992 1518 1524 1529 rBV3 14254 29935 0.44% 0.090%
26 12.274 1567 1572 1578 rVB8 15249 30992 0.46% 0.093%
27 12.433 1594 1599 1607 rBvV4 14777 27797 ©0.41% ©0.083%
28 12.521 1609 1614 1618 rBV5 8883 19418 ©.29% ©0.058%
29 12.750 1647 1653 1659 rBV9 21259 43584 0.64% 0.130%
30 12.838 1663 1668 1673 rVV7 11295 21725 0.32% 0.065%
31 12.903 1675 1679 1687 rVB9 10394 19776 ©.29% ©.059%
32 13.144 1710 1720 1728 rBV3 60274 132431 1.95% 0.396%
33 13.220 1728 1733 1741 rVV3 53842 92297 1.36% 0.276%
34 13.414 1759 1766 1772 rBV 126097 224946  3.31% 0.673%
35 13.543 1780 1788 1793 rVB7 8890 18415 ©.27% ©.055%
36 13.672 1805 1810 1813 rBV3 21026 32385 0.48% 0.097%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acqg On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS Vvial : 13  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-BG070921.M
Title : SVOA CALIBRATION
37 13.725 1813 1819 1824 rBV 95600 150295 2.21% ©0.449%
38 13.843 1833 1839 1843 rBV3 29442 53345 0.79% 0.160%
39 13.878 1843 1845 1849 rVB4 11995 16814 0.25% 0.050%
40 14.107 1878 1884 1890 rVV 294302 453627 6.68% 1.356%
41 14.225 1901 1904 1908 rBV5 7128 13153 0.19% ©0.039%
42 14.307 1914 1918 1920 rBV5 9951 13111 0.19% 0.039%
43 14.401 1927 1934 1943 rBV 304667 522615 7.70%  1.563%
44 14.501 1945 1951 1952 rBV6 9510 17182 ©.25% ©.051%
45 14.712 1977 1987 1994 rBV 208214 357611 5.27% 1.069%
46 14.877 2011 2015 2017 rBV5 11179 19638 0.29% 0.059%
47 14.912 2017 2021 2029 rVB4 30969 61606 ©0.91% 0.184%
48 15.112 2051 2055 2061 rVB6 11762 21292 0.31% ©0.064%
49 15.182 2062 2067 2071 rBV7 14523 26756 ©0.39% 0.080%
50 15.253 2071 2079 2082 rVV 45459 84445 1.24% 0.252%
51 15.300 2083 2087 2089 rvv4 48212 79337 1.17% ©.237%
52 15.335 2089 2093 2100 rVB 174071 269318 3.97% ©0.805%
53 15.441 2103 2111 2115 rBV9 16032 29520 0.43% ©0.088%
54 15.705 2150 2156 2162 rVV 416152 648090 9.55%  1.938%
55 15.758 2162 2165 2169 rVB3 24130 29110 ©0.43% 0.087%
56 15.835 2169 2178 2186 rBV 665573 1214732 17.89% 3.632%
57 16.058 2211 2216 2220 rVB7 11941 20614 0.30% 0.062%
58 16.117 2222 2226 2233 rVB6 14631 25739 ©0.38% 0.077%
59 16.522 2291 2295 2299 rBV6 9372 13684 0.20% 0.041%
60 16.734 2327 2331 2338 rBV4 15689 32102 0.47% 0.096%
61 16.945 2364 2367 2373 rBV2 19076 29547 ©.44% ©0.088%
62 17.121 2388 2397 2413 rBV 4058876 6789684 100.00% 20.301%
63 17.233 2414 2416 2421 rVB6 23210 36984 0.54% 0.111%
64 17.462 2449 2455 2465 rVB 257151 410658 6.05%  1.228%
65 17.562 2466 2472 2481 rVV2 459872 693863 10.22% 2.075%
66 17.638 2481 2485 2487 rVw4 23181 39246 0.58% 0.117%
67 17.662 2487 2489 2495 rVB3 32378 41155 0.61% ©0.123%
68 17.815 2509 2515 2529 rVV 1525441 2256483 33.23% 6.747%
69 18.120 2562 2567 2573 rVB6 24151 44681 0.66% 0.134%
70 18.261 2589 2591 2595 rVB2 15352 17194 0.25% 0.051%
71 18.338 2601 2604 2608 rBV6 17325 23135 0.34% 0.069%
72 18.526 2630 2636 2642 rBV6 14822 33173 0.49%  0.099%
73 18.655 2654 2658 2662 rVB5 13551 17975 0.26% 0.054%
74 19.477 2794 2798 2801 rBV6 11934 17728 ©.26% ©.053%
75 19.548 2805 2810 2814 rBV 2079792 2479208 36.51% 7.413%
76 19.583 2814 2816 2819 rVB2 23813 27691 0.41% 0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acqg On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS Vvial : 13  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-BG070921.M
Title : SVOA CALIBRATION

77 19.712 2832 2838 2843 rBV 2683341 3882801 57.19% 11.610%
78 19.754 2843 2845 2853 rVB 399505 484967 7.14%  1.450%
79 19.848 2855 2861 2865 rBV 507189 724485 10.67% 2.166%
80 19.918 2871 2873 2879 rVB7 14561 17823 0.26% ©0.053%
81 19.977 2879 2883 2884 rBV3 10138 13304 0.20% ©0.040%
82 20.065 2894 2898 2903 rVv4 28649 47734 0.70% 0.143%
83 20.118 2905 2907 2911 rVB2 21186 25066 ©.37% 0.075%
84 20.394 2951 2954 2961 rBV5 22650 37308 ©.55% 0.112%
85 20.535 2974 2978 2985 rVB 126074 158153 2.33% 0.473%
86 20.799 3018 3023 3030 rVB 315195 397654 5.86% 1.189%

87 21.222 3088 3095 3109 rBV 1641264 2466956 36.33% 7.376%

88 21.369 3117 3120 3128 rBVi1e 16765 45387 0.67% 0.136%
89 21.581 3151 3156 3160 rBVS5 21113 37120 0.55% 0.111%
90 21.745 3178 3184 3190 rVB2 259666 455909 6.71% 1.363%
91 21.863 3201 3204 3208 rVB5 9859 13628 ©0.20% 0.041%
92 22.920 3377 3384 3402 rBV 691446 1464483 21.57% 4.379%
93 23.414 3461 3468 3470 rBV8 17041 36259 ©.53% 0.108%
94 23.725 3519 3521 3526 rVB5 13976 20138 0.30% ©0.060%
95 24.078 3577 3581 3591 rVB9 14444 37301 0.55% 0.112%
96 24.807 3694 3705 3717 rBV 289734 800143 11.78%  2.392%
97 25.030 3732 3743 3757 rVB2 160220 512904  7.55% 1.534%
98 25.382 3792 3803 3819 rBvV2 257134 846255 12.46%  2.530%
99 26.217 3940 3945 3953 rVB6 14829 37380 ©.55% 0.112%
100 29.313 4456 4472 4490 rBV5 93439 482743 7.11%  1.443%

Sum of corrected areas: 33444419
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG049337.D
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

3085  3g9@.213 723809 7 Al 8607 4354 %9 2193606?9733&711.493 1199217192775

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L L I ) L

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

Abundance TIC: BG049337.D
4000000 17.121

3500000

3000000
19.712
2500000

19.548
2000000
21.222

17.815

1500000

1000000
15.835

15.705
500000 14.102.4G), 7,

\\\\‘\\‘T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 3.00 1350 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: BG049337.D
4000000

0
1

3500000
3000000
2500000
2000000
1500000

1000000
2.920

500000

24, g703%5,332
23.498.7254.078 e 26.217 29.313

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 (DEL) Alkane: Cyclic3.10 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.100 23.48 ng/ul 194253  1,4-Dichlorobenzene-d4 8.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane 84 cem2 000110-82-7 91

2 Cyclohexane 84 C6H12 000110-82-7 90
3 Cyclohexane 84 C6H12 000110-82-7 87
4 Cyclohexane 84 C6H12 000110-82-7 87
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance  Scan 11 (3.103 min): BG049337.D\data.ms (-5) (-) m/z 56.20 100.00%

56.2
84.0
5000
3911

‘ 3.103.203.303.403.50
| |

Ol L1341 4115 e1.59%

m/z--> 0 20 40 60 80 100 120
Abundance #1455: Cyclohexane
568.0
84.0

5000 e .
3.103.203.303.403.50

39,0 m/z 84.05 57.13%
| L il

O 15 \\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 0 20 40 60 80 100 120
Abundance #1457 Cyclohexane
56.0

840 [T T T T[T T T[T [TroT]
3.103.203.303.403.50
5000 m/z 55.20 41.35%
27.0
020
m/z--> 0 20 40 60 80 100 120
Abundance #1458: Cyclohexane RARaaE R
56.0 3.103.203.303.403.50
84.0 m/z 39.10 34.75%
5000
n
0 w"1‘550‘“&““;"N“umwh‘m_‘”‘m‘ ‘ G .S NS S
m/z--> 0 20 40 60 80 100 120 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49337.D

Acq On : 14 Jul 2021 20:13

Operator : CG/JU

Sample : M2996-02

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.180 15.63 ng/ul 129296 1,4-Dichlorobenzene-d4 8.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
Abundance  Scan 25 (3.185 min): BG049337.D\data.ms (-21) (-) m/z 73.20 100.00%
73.2
5000 43.0 /k
87'2 \\‘\\\\‘\\\\‘\
0.2 ‘ 3.20 340 3.60
Obrprrrrer bl 22 L m/z 43.05  45.49%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 TR T
320 3.40 3.60
43.0

87.0 m/z 55.15 26.18%

29.0 ‘ ‘
H’H\\“\\H“H!\‘!H\g‘\o\\\“\}H‘HH‘HH‘HH‘H\\‘\H\‘H\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

320 3.40 360

o

m/z 87.20 24.10%
5000 55.0
87.0
0 H,H“U‘Mww_mw‘H‘:H_‘w“‘191‘:9‘,””_”‘,””
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol et

m/z-->

5000

o

41.0 55.0

27.0 H

g
3.

87.0

‘ 112.0 129.0

320 3.40 360
m/z 71.20 12.84%

|

20 30 40 50 60 70

80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Toluene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.210 7.35 ng/ul 60841 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 97
2 Toluene 92 C7H8 000108-88-3 91
3 Toluene 92 C7H8 000108-88-3 91
4 Toluene 92 C7H8 000108-88-3 90
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 200 (4.213 min): BG049337.D\data.ms (-195) (-) m/z 91.20 100.00%
91.2
5000
e e
391 51.0 65"2 773 3.80 4.00 4.20 4.40 4.60
O PO O R m/z 92.20  61.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2454: Toluene
91.0
5000 | LU B R R

3.80 4.00 4.20 4.40 4.60
m/z 39.10 15.47%

39.0 510 65.0
o150 270 1 VTl 770 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2455: Toluene
91.0
N -
3.80 4.00 4.20 4.40 4.60
5000 ITI/Z 65.20 14.68%
65.0
O 210 00 SO L T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2449: Toluene R A R
91.0 3.80 4.00 4.20 4.40 4.60
m/z 63.10 10.92%
5000
39.0 65.0
P A SN N e A SO | N U PR |
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 4 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.120 4.36 ng/ul 36092 1,4-Dichlorobenzene-d4 8.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 1-Octyn-3-0l, 4-ethyl- 154 C10H180 005877-42-9 59
4 Borinic acid, diethyl- 86 C4H11BO 004426-31-7 46
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
Abundance Scan 865 (8.120 min): BG049337.D\data.ms (-861) (-) m/z 57.15 100.00%
57.1
5000 41.0
H 2 982 7.80 8.00 8.20 8.40
oww_m‘fm“ ‘,w”“Jmu‘_m_mw m/z 41.05  48.46%
m/z--> 20 40 80 100 120 140
Abundance #13759: l-PentanoI, 2-ethyl-4-methyl-
57.0
5000
7.80 8.00 8.20 8.40
4110 9
‘ ‘ 83.0 m/z 55.15 39.82%
O\\\\‘\““\ \“‘\ T ’\\H\ T “\‘ T ‘9‘%‘0‘1‘-1}3‘0‘ T T T ‘ L
miz--> 20 40 60 100 120 140
Abundance #13755: l—PentanoI, 2—ethyl—4—methyl—
57.0
7.80 8.00 8.20 8.40
m/z 43.15 32.52%
5000 1.0
83.0
ol 180 Ll L %90 1501300
T L e e A T
miz--> 20 40 60 80 100 120 140
Abundance #26701: 1-Octyn-3-ol, 4-ethyl-
57.0 7.80 8.00 8.20 8.40
m/z 56.20 28.79%
41.0
5000
26 ‘ ‘ g3, 980
b bl il 1250100
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Benzene, 1-ethyl-3-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.180 3.51 ng/ul 29039 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 87
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 83
Abundance Scan 875 (8.179 min): BG049337.D\data.ms (-870) (-) m/z 105.10 100.00%
105.1
5000
120.2 A
510 11 oLl e
Y sa1 ‘ ‘ 7.80 8.00 8.20 8.40 8.60
Ol i Dl e mz 120,20 28.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
5000 M\‘\\\\‘\\\\‘\\\\’\\\A\‘\
1200 7.80 8.00 8.20 8.40 8.60

m/z 91.10 13.67%

39.0 . .
260 | 4 830 |

H‘\\H‘HH‘HH“HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H‘\‘\“‘HH‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #9423: Benzene, 1-ethyl-3-methyl
105.0

o
~
J
o
©
=
o
;

7.80 8.00 8.20 8.40 8.60

5000 m/z 51.00 11.16%
120.0
77.0 91.0
39.0
Oy B e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 7.80 8.00 8.20 8.40 8.60
m/z 77.10 11.02%
5000
120.0
77.0 91.0
ol 280 . 0 B0 il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Indane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.440 4.32 ng/ul 35776 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 58
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 53
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 50
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 46
5 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 46
Abundance Scan 920 (8.443 min): BG049337.D\data.ms (-914) (-) m/z 117.20 100.00%
11y.2
5000 /\

91.2 et A

39.1 67-1 ‘ 8.20 8.40 8.60 8.80
ow_m‘m L | — m/z 118.20  50.63%

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

Abundance #8950: Indane

117.0
5000 \/lu\‘uu‘uu‘uu‘um
8.20 8.40 8.60 8.80
39.0 430 91.0 m/z 115.10 37.57%
OlSOI[IIL“‘[
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8960: Benzene, 2-propenyl-
117.0
R ERRREETNSEIEE SR
8.20 8.40 8.60 8.80
5000 m/z 91.20 18.67%
91.0
51.0
ob 2oL il o M

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

Abundance #58678: Benzene, (2-bromocyclopropyl)-

117.0 8.20 8.40 8.60 8.80

m/z 63.10 14.31%
5000
91.0
390 630
0 ‘ \‘ Ll \‘ L 152.0174.0196.0 M

e e e e H e e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 Decanoic acid, ethyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.350 4.11 ng/ul 33992 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, ethyl ester 200 C12H2402 000110-38-3 50
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 50
4 Hexanamide, 6-(heptyloxy)- 229 C13H27N02 055191-08-7 43
5 Glycine, N-methoxycarbonyl-, tet... 329 C18H35NO4 1000313-49-4 43

Abundance Scan 1075 (9.354 min): BG049337.D\data.ms (-1069) (-) m/z 73.05 100.00%
3.0

5000
15.2
\‘H h\ % | 369. 9.00 9.20 9.40 9.60
ob— m/z 88.20 91.73%
mlz--> 50 100 150 200 250 300 350
Abundance #61150: Decanoic acid, ethyl ester
88.0
5000 290 A\‘\\\\‘\\\\‘,}\\\’\\\\‘\
9.00 9.20 9.40 9.60
m/z 57.10 43.11%
AL e
0% \‘\‘ ‘““\ “‘\“\‘m\““ b \“h\ T \2\0‘0.\0\ L L I
miz--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
9.00 9.20 9.40 9.60
5000 m/z 41.10 33.78%
41.0
ol bl oo
miz--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0 9.00 9.20 9.40 9.60
m/z 39.20 28.71%
5000
29. ‘ TlG.O
OHH\ ““c‘hu‘\“uwHH‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 3-Phenylbut-1-ene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.280 2.15 ng/ul 25401 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 76
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 68
Abundance Scan 1232 (10.276 min): BG049337.D\data.ms (-1227) (- m/z 117.20 100.00%
11y.2
5000
91.2 Moy
— -
39.1 651 236.C 10.00 10.50
o M et m/z 115,18 36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14033: 3-Phenylbut-1-ene
117.0
c000 [T AT
10.00 10.50
91.0 m/z 132.05 29.70%
39.0 450 ‘ “
O \\\’\‘\\\“\\“‘\‘\‘H‘Hi““\\”\"M\\U‘\i‘\‘\‘\H\‘H\\’\\\\‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0 A A/l M
A i
10.00 10.50
5000 m/z 91.20 26.32%
91.0
39.0 65.0
01‘4;9“”u“H“\u“‘l‘mw‘”‘H‘:‘,“!‘H\“ul“‘u_Hww,w_m_m_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 10.00 10.50
m/z 131.05 23.27%
5000
91.0
51.0 ‘ h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.650 4.29 ng/ul 50770  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
2 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 53
3 2-Propanol, 1-(2-butoxyethoxy)- 176 C9H2003 000124-16-3 50
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47
Abundance Scan 1295 (10.647 min): BG049337.D\data.ms (-1288) (- m/z 45.20 100.00%
45.2
5000
75.1 N LS
h ‘ 95.1 1352 10.50 11.00
0 m_mpm bbb . m/z 57.20 83.89%
m/z--> 20 60 80 100 120 140 160 180
Abundance #65550. Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
43.0
5000
10.50 11.00
89.0 m/z 41.10 46.11%
ol 260 L Llssd | il |, 1190 14401630
\\\\!\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8385: 2-Pentanol, 4,4-dimethyl-
57.0
\I\AAM
10 50 11 00
5000 m/z 43.10 22.62%
29.0 101.0
N1 ¢ O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43033: 2-Propanol, 1-(2-butoxyethoxy)- Ll i b Ir
57.0 10.50 11.00
m/z 56.10 21.65%
5000 29.0
87.0
131.0
0 1560
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 Benzaldehyde, 4-methoxy- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.990 2.53 ng/ul 29935 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 64
2 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 59
3 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 59
4 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 59
5 3-Furonitrile, 2-amino-4,5-dimet... 136 C7H8N20 005117-88-4 59
Abundance Scan 1524 (11.992 min): BG049337.D\data.ms (-1518) (-  m/z 135.20 100.00%
135.2
5000
91.1
69.0 A/‘\‘ NTHE & r\‘Mf‘/\M\MAM
S o
O hrprrrrrrrebpe e AL L m/z 136.85  76.36%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16298: Benzaldehyde, 4-methoxy-
135.0
5000 b
77.0 12.00
92.0 m/z 91.10 37.18%
39.0 63.0 ‘ 107.0
O \‘\H\‘HM“’HH’H\\H‘N‘H‘\HM\‘\‘\\‘HH‘\H‘\‘HH‘HH‘H‘\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16334: 2-Hydroxy-5-methylbenzaldehyde
136.0 M\V
e :
12.00
5000 m/z 89.10 16.83%
107.0
77.0
51.0
O et EO L 1200
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro- e ——
135.0 12.00
m/z 69.00 16.08%
5000 91.0
39 67.0
0 wu‘wu‘wu‘ﬁﬁ‘wﬁﬂmu‘WH‘MM‘&95PH%%%9WW‘uu‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Tricyclo[4.2.1.1(2,5)]dec-7... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.270 2.62 ng/ul 30992 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.2.1.1(2,5)]dec-7-en-9-01 150 C1@H140 1000191-01-9 50
2 4,7-Methano-1H-indenol, hexahydro- 150 C10H140 037275-49-3 46
3 Tricyclo[5.2.1.0(2,6)]dec-3-en-1... 148 C1@H120 1000289-10-5 42
4 Tetracyclo[7.1.0(1,6).0(4,9).0(8... 134 C1@H14 040002-42-4 42
5 Tricyclo[2.2.1.8(2,6)Jheptan-3-01 118 C7H100 000695-04-5 40
Abundance Scan 1572 (12.274 mln) BG049337.D\data.ms (-1567) - m/z 66.20 100.00%
66,2
91.1 117.2
5000 135.1
43.0
L)
| ‘ ‘ ‘ 12.00 12.50
[ RE—1| AR E N “ m/z 79.10  98.19%
miz--> 20 40 60 80 100 120 140
Abundance #23793: Trlcyc|0[4 2.1.1(2,5)]dec-7-en-9-ol
66.0
132.0
5000 91.0
39.0 12.00 12.50
m/z 67.10 93.71%
‘ ‘ 150.0
OHH‘H“\‘\“ \HH \‘ ‘ 1\“ “\H\‘H‘\““““““‘
miz--> 20 40 60 100 120 140
Abundance #23792: 4,7—Methano—lH—|ndenoI, hexahydro-
66.0
12.00 12.50
5000 m/z 77.10 73.67%
39.0 9.0 1170
150.0
0+ ‘1‘5‘(? ; MM ; }“‘1 “M‘ ‘ M‘: ; mﬂ s ‘me e “!u o “u o
miz--> 20 40 60 80 100 120 140
Abundance #22731: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-one
66.0 12 00 12 50
39.0 91.0 m/z 117.20  67.91%
148.0
5000
119.0
0 VS S N
m/z--> 20 40 60 0 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 3-Methylbenzothiophene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.430 2.35 ng/ul 27797 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 C9H8S 001455-18-1 74
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 72
3 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 72
4 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 72
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 64
Abundance Scan 1599 (12.433 min): BG049337.D\data.ms (-1594) (-  m/z 147.05 100.00%
147.1
5000 )\
39 LN e
63.1 ‘ 1211 | 12.50
bt g L L“ Ayl | \‘M Al m/z 148.05  97.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23291: 3-Methylbenzothiophene
148.0
5000 bp—pady ] ‘ \M\\/\N
12.50
m/z 91.20 16.78%
45.0 890 115.0
O ‘2\7‘\(\)\“ \‘\H\\‘\\“\‘H"\\‘\‘\“‘\\\‘\ “\1\3\2\0’\ “\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147.0 M
HL
12.50
5000 m/z 149.05 16.25%
45.0 740
115.0
N SN B - N
miz--> 20 40 60 80 100 120 140 160 A n A “
Abundance #22679: Benzaldehyde, 2,4,6-trimethyl- —
147.0 12.50
m/z 39.10 16.22%
5000 1190
91.0 ﬂ
51.0
ARG i I AT N I,
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.750 3.68 ng/ul 43584  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 80
2 1-Methylindan-2-one 146 C1@H1e0 035587-60-1 50
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 46
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 45
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 42
Abundance Scan 1653 (12.750 mln) BGO49337 D\data.ms (-1647) (- m/z 142.05 100.00%
42.1
103.
5000 51.1
. (e
L, o
ow,w,m‘l“m“‘UH”,‘W ‘H‘Hl‘ww‘uwwwww‘” m/z 131.85  99.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0
5000
51.0 103.0 12.50 13.00
m/z 115.10 59.78%
9 Ll |
O\\\‘\’\”\\“"h\\1‘\“"”\\H!’\‘\“H’UH!’\”‘H‘!‘H\‘\H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21535: 1-Methylindan-2-one
131.0
12.50 13.00
5000 m/z 141.05 56.59%
103.0
510 ‘ ‘
o"",w‘,‘m,wl,m,wm‘,H!W‘H‘_H‘_Hwwwww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19235: Naphthalene, 1-methyl- /- T !
142.0 12.50 13.00
m/z 103.10 55.11%
5000
% L 0t
I Z = O I Y i & YT
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Phenol, 3,5-dichloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.4106 12.58 ng/ul 224946  Acenaphthene-die 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 97
2 Phenol, 3,4-dichloro- 162 C6H4AC120 000095-77-2 93
3 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 93
4 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 91
5 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 86

Abundance Scan 1766 (13.414 min): BG049337.D\data.ms (-1759) (-  m/z 162.10 100.00%

162.1
5000 . ' j\
=
13.50
0+ m/z 164.10 68.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32514: Phenol, 3,5-dichloro-
162.0 A
63.0 13.50
m/z 99.10 51.54%
133.0
O \1\4';()’\\\3\%‘;0\ \h\‘\i ‘g}\o\\\ \\\\‘\H\ \H“‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #32497: Phenol, 3,4-dichloro-
162.0
13 50
5000 99.0 m/z 63.10 46.13%
63.0
ol1s0 570 LMB“) R el
m/z--> 20 40 60 80 100 120 140 160
Abundance #32510: Phenol, 3,4-dichloro- Ay V'S
162.0 13 50
m/z 62.10 21.62%
5000
99.0
63.0 M
126.0
0 H]'?,OH?Z”,OH‘H“‘H‘?}\OH\ \\\\‘\m\m{‘\\\\“\“\\\ (SRR VWY e, Ly
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 Phenol, 3,4-dichloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.730 8.41 ng/ul 150295  Acenaphthene-die 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 95
2 Phenol, 3,4-dichloro- 162 C6H4AC120 000095-77-2 95
3 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 94
4 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 91
5 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 89

Abundance Scan 1819 (13.725 min): BG049337.D\data.ms (-1813) (- m/z 162.05 100.00%
162.1

6
99.1
5000 63.1
37.1 133.1 1814 13 50 14 00
0 gl ML ABLE s 164,10 69.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32497: Phenol, 3,4-dichloro-
162.0 /\
5000 99.0
63.0 13 50 14 00
m/z 9.10 57.38%
133.0
O ;\4\0’\\3\7\‘()\ \h\‘\i“}\dﬂ\‘\\\\w\\\\‘\h\ \H‘\“\\\\‘ \\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32510: Phenol, 3,4-dichloro-
162.0
13 50 14 00
5000 ITI z 3.10 45.53%
99.0
63.0
126 0
ol 280 300 e M R
m/z--> 20 40 60 80 100 120 140 160 180 AJ\
Abundance #32514: Phenol, 3,5-dichloro- VI ‘
162.0 13 50 14.00
m/z 73.10 22.02%
99.0
5000 63.0
133 0
oltao B0 L NS W
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 7-Methylindan-1-one Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.840 2.98 ng/ul 53345  Acenaphthene-d10 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10OH100 039627-61-7 76
2 1H-Imidazole, 4,5-dihydro-2-phenyl- 146 C9H1@N2 000936-49-2 52
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 49
4 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 49
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 43

Abundance Scan 1839 (13.843 min): BG049337.D\data.ms (-1833) (- m/z 117.20 100.00%

11y.2
5000
ot 13.50 14.00
aldl g, R
ool Lt M/Z 146.20 83.01%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #21536: 7-Methylindan-1-one
146.0
5000 Aﬂm/k\A Ao an )
13.50 14.00
Bj_o m/z 118.10 54.40%
O\\\Li“‘\“\‘hi\l‘)\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22238: 1H-Imidazole, 4,5-dihydro-2-phenyl-
117.0 /\ /’h
TTTY AR A VY 1 »/‘1
13.50 14.00
5000 ITI/Z 115.10 33.81%
51.0‘ ‘
T
m/z--> 50 100 150 200 250 300 350 400 450 500 W
Abundance #21603: Benzene, 1-pentenyl- MN‘ e N
117.0 13.50 14.00
m/z 145.20 30.76%
5000
SN fia
Olreb btk e ey L] I b
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.250 4.72 ng/ul 84445  Acenaphthene-die 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
3 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 95
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 94
5 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 93

Abundance Scan 2079 (15.253 min): BG049337.D\data.ms (-2071) (-  m/z 232.10 100.00%

232.1
5000 131.1
611 961 166.0 —r T
‘ ‘ H 196.0 15.00 15.50
o‘HwHM‘m}M“uwuM“\u‘wuw" Al ‘H‘lwmw‘1_“‘2‘9\7‘1‘ m/z 230.00  68.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #86323: Phenol, 2,3,4,6-tetrachloro-
232.0
5000 T
15.00 15 50
m/z 234.0 51.42%
61.0 96.0 ‘ H 1960
O\\\\‘\\\9‘\\h\‘\}“\h\w\‘u”\\‘\h“\‘\‘\{‘\\\\‘\\\\‘\\H\\‘\\\H“‘\\\\‘\\H!‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #86318: Phenol, 2,3,4,6-tetrachloro-
232.0
—r
131.0 15.00 15.50
166.0
96.0
61.0 ‘ 194.0
0ree 220 il b b M ‘“HmHw‘l_ww
m/z--> 20 40 60 80 lOO120140160180200220240260
Abundance #86319: Phenol, 2,3,5,6-tetrachloro- IVANVLE
232.0 15. OO 15 50
m/z 22.99%
5000
131.0 166. 01940
w000 | L |
o‘m_m‘m‘iumuwm_mwwwm‘_m_m“_m_m
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.660 2.00 ng/ul 41155  Phenanthrene-d10 17.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H1e0 000518-85-4 49
2 3,4,5-Trihydroxyphthalaldehyde 182 C8H605 016790-41-3 43
3 2-Chloro-4-hydroxybenzonitrile 153 C7H4C1NO 003336-16-1 35
4 Phenanthrene, 1,2,3,4-tetrahydro- 182 C14H14 001013-08-7 27
5 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 27

Abundance Scan 2489 (17.662 min): BG049337.D\data.ms (-2487) (- m/z 153.20 100.00%

158.2
5000
il WWW

79.1
409 |9t 1151 207.0 2700  335. 17.50 18.00
0! i gL m/z 182.15  53.36%
m/z--> 50 100 150 200 250 300
Abundance #47255: 2,3-Dihydro-1-oxo-1H-phenalene
182.0
5000
17.50 18.00
m/z 154.10  41.37%

0 28.0 \. | 12? Q \\‘\ U ‘
T T T ‘ \ L L T ‘ L ‘ L ‘ L
m/z--> 50 100 0 200 250 300
Abundance #47647: 3,4,5-Trihydroxyphthalaldehyde

158.0

17.50 18.00
5000 m/z 151.20 35.61%
79.0
ot
miz-> 50 100 150 200 250 300
Abundance #26331: 2-Chloro-4-hydroxybenzonitrile
153.0 17.50 18.00

m/z 152.20  34.24%

5000
90.0
w0 ], g
0 I u\ I " \‘ \\ ! H\

T
m/z--> 50 100 150 200 250 300 17 50 18.00

E

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-[4-(1,1-dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.810 109.90 ng/ul 2256480  Phenanthrene-die 17.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 83
2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 56
3 Ethanol, 2-[4-(1,1- dimethylpropy... 208 C13H2002 006382-07-6 40
4 Benzoic acid, 4-nitroso-, ethyl ... 179 C9H9NO3 007476-79-1 38
51- D1methy1(pheny1)51lyloxypropane 194 C11H180Si 013360-21-9 38

Abundance Scan 2515 (17.815 min): BG049337.D\data.ms (-2509) (-  m/z 179.20 100.00%

179.2
5000 135.2
57.2 ]~ ‘ 250.4 17. 50 18 OO
ol bl 22 b 2804 sas o Tas 15 4s.0a%
miz--> 50 100 150 200 250 300
Abundance  #56222: Ethanol, 2-[4-(1,1- dlmethylethyl)phenoxy]
179.
135.0
5000
17. 50 18 00
m/z 107.20 17.67%
41.0 91.0 ‘
0\\‘\ ‘\““\‘\‘\ \H \\\‘\‘\\ \“\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0
—
135.0 17.50 18 OO
5000 ' m/z 180.20 13.28%
430 g7
0brrt “_“n“““m L e —
miz--> 50 100 150 200 250 300
Abundance  #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]- o
79.0 17.50 18 OO
135.0 m/z 57.20 10.54%
5000
410 910
0 L ‘H M H\ ol 1/ ‘

m/z--> 50 100 150 200 250 300 17. 50 18 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
18.120 2.18 ng/ul 44681  Phenanthrene-d10 17.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 1000352-04-3 47
3 [2-[2-[2-[2-[2-[2-[2-[2-[2-(tert... 528 C24H52010Si 1000352-11-3 47
4 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 47
51,4,7,10,13,16,19-Heptaoxa-2-cyc... 322 C14H2608 083410-52-0 45

Abundance Scan 2567 (18.120 min): BG049337.D\data.ms (-2562) (-  m/z 45.10 100.00%

45.1
5000
1031 217.2
et e
159. 281.1 18.00 18.50
0 ”MWW‘ L — m/z 57.15  67.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #65549: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 ——t —r—
18.00 18.50
% m/z 41.20 44.65%
O \\”‘\‘%“‘\1‘“‘\”‘\”“”(\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #221494: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e
45.0
et —
18.00 18.50
5000 03.0 m/z 217.20  31.93%
Ll 170 25102070 3850
L
miz--> 50 100 150 200 250 300 350 400 Aﬂﬁﬂ mn A W Anﬂmk
Abundance #237716: [2-[2-[2-[2-[2-[2-[2-[2-[2-(tert-Butyldimethylsilylo A‘ L — L L
45.0 18.00 18.50
m/z 103.10  28.27%
5000
l " 159.0
207.0
ol mk LA H“‘ M “ MRS NS S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49337.D

Acq On : 14 Jul 2021 20:13

Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M

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 21 unknown-©3

Concentration Rank 2

D

051422-54-9 46
051422-54-9 43
006863-58-7 38
1000310-13-7 37

R.T. EstConc Area Relative to IS
19.550 120.74 ng/ul 2479210  Phenanthrene-die
Hit# of 5 Tentative ID MW MolForm
1 1-tert-Butoxy-2-ethoxyethane 146 C8H1802
2 1-tert-Butoxy-2-ethoxyethane 146 C8H1802
3 Di-sec-butyl ether 130 C8H180
4 1H-Pyrimidine-2,4-dione, 1-(2-et... 232 C9H13FN204
5 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605

Abundance Scan 2810 (19.548 min): BG049337.D\data.ms (-2805) (- m/z
57.1

001559-34-8 35

57.15 100.00%

5000 103.2 h
o
161.3191.3 ’
A — ‘H‘ N‘HH bl TpeTer2281 2660 /7 45,15 60.96%
miz--> 50 100 150 200 250
Abundance #22115: 1-tert-Butoxy-2-ethoxyethane
57.0
5000 — :
89.0 19.50
m/z 103.20 48.87%
2 0‘ ‘ 131.0
O\\?‘HH\““‘\‘\\‘\“\\\‘\‘\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane
57.0
T
19.50
5000 m/z 41.20 34.36%
89.0
7o) | || mo
ol il 5 =
m/z--> 50 100 150 200 250
Abundance #13656: Di-sec-butyl ether — T
45.0 19.50
m/z 101.20  29.86%
5000 101.0 AK
o222 S — —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49337.D

Acq On : 14 Jul 2021 20:13

Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 22 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.710 170.33 ng/ul 3882800 Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 94
2 Tricyclo[3.3.3.8(1,5)]undec-6-en... 223 C14H13N3 118894-71-6 83
3 Benzothiazole-2-carbohydrazide, . 299 C11H10CIN303S 1000267-60-4 46
4 2-Propen-1-one, 1-(4-aminophenyl... 223 C15H13NO 002403-30-7 38
5 Benzenamine, 3-(5-methyl-1H-1,3-... 223 C14H13N3 1000319-43-9 38

Abundance Scan 2838 (19.712 min): BG049337.D\data.ms (-2832) (-  m/z 223.30 100.00%
2238.3
135.2
5000
45.1
b —
‘ 91.2 2044 19.50 20.00
ol ld g - A772 ] 26332944 ) 935 95 57.10%
m/z--> 50 100 150 200 250 300
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
2238.0
135.0
5000 r—— —
19.50 20.00
45.0 610 m/z 45.15 28.92%
O T \h‘ ‘ “‘\ H\ “\ ‘\‘ L ‘ “\‘ ‘\ \H\ ‘ \]-7\3.\0\ ‘ T T T T ‘ T T \29\‘4"0\
miz--> 50 100 150 200 250 300
Abundance #80189: Tricyclo[3.3.3.0(1,5)Jundec-6-ene-2,3,6-tricarbon
1438.0 223.0
— —
19.50 20.00
5000 m/z 224.30 16.14%
81.#
0 Hi“““‘ ) ‘ S
miz--> 50 100 150 200 250 300
Abundance #143354: Benzothiazole-2-carbohydrazide, 6-methoxy-N: —— —
192.0228.0 19.50 20.00
78.0 m/z 57.15 15.55%
44.0 263.0
Ll e
Oﬁ_m‘\\‘\‘“\ u‘w\‘\h‘lmh 1\\”‘;‘\\\“‘ i !\ ‘\\‘m‘ \“\\ “‘\‘ y M\\‘ “ “\‘ - H‘ A ‘z‘g?c‘ — ——
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\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 23 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.750 21.27 ng/ul 484967 Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 89
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 50
5 Urea, N,N'-di-2-propenyl- 140 C7H12N20 001801-72-5 27

Abundance Scan 2845 (19.754 min): BG049337.D\data.ms (-2843) (- m/z 56.20 100.00%

56.2
5000
257.4
129.2
q? ‘ 1712 2133 ‘ 3128 1950 2000
o! A T M‘_H‘ e m/z 57.20 57.37%
miz--> 50 100 150 200 250 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0
5000 U
1950 20.00
257.0 m/z 41.20 50.47%
oL ““ | P h H‘\ \P \h ‘Hh‘ ‘r e ‘18‘5‘02‘199“ \“ — ‘3‘1‘\2"(
miz--> 50 100 150 200 250 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
P
1950 20.00
1290 257.0
0 . \\ h u“ H\\ \u\h \ " i - ‘18‘5‘0‘ — h ’\“ — ‘3‘1“2"(
miz--> 50 100 150 200 250 300
Abundance #154930: Hexadecanoic acid, butyl ester
56.0 19 50 20 00
m/z 55.15 40.31%
5000
257.0
1290
o momo | |
0 gl V il L

m/z--> 0 100 150 200 250 300 1950 2000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 24 Pyrrolo[1,2-a]-1,3,5-triazi... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
20.070 2.09 ng/ul 47734  Chrysene-di12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9HIN304 054449-89-7 78
2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 59
3 Broenner's acid 223 C10H9NO03S 000093-00-5 38
4 4-(4-Trifluoromethylphenyl)pyridine 223 C12H8F3N 220000-88-4 35
5 4-[(2-Hydroxyphenyl)thioxomethyl... 223 C11H13NO2S 002032-45-3 27

Abundance Scan 2898 (20.065 min): BG049337.D\data.ms (-2894) (-  m/z 223.25 100.00%

228.3
135.2
5000
45.1

\
911 20 00
ok, H m‘h s ‘H‘H m\\ ‘M \M m :\nguzm‘h T “\ . ‘2?\5‘1‘ . ??? m/z 135.15 55.30%
m/z--> 100 150 200 250 300 350
Abundance #80426. Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1,
228.0
135.0
178.0
5000 — ‘
20.00

m/z 45.10  25.97%

O\\\\‘\\\\‘\\\‘\ “\\M\H‘\\‘\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
223.0

T ™
135.0 20.00
5000 m/z 115.15 23.43%
45.0
91.0
0 h‘ L ol \‘\ ‘u 173.0 2940
il e
m/z--> 50 100 150 200 250 300 350
Abundance #79871: Broenner's acid P ‘
223.0 20.00

m/z 41.10 23.07%

5000
115.0
58.0
70.0 ‘ r‘
0 qu N PR ‘\ N

m/z--> 50 100 150 200 250 300 350 20 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.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 25 unknown-04 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.540 6.94 ng/ul 158153  Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dibutyl 3,6,9,12,15,18-hexaoxaic... 466 C22H42010 1000366-80-0 38
2 Orthoformic acid, tri-sec-butyl ... 232 C13H2803 016754-48-6 38

3 Di-sec-butyl ether 130 C8H180 006863-58-7 35
4 Hexaethylene glycol 282 C12H2607 002615-15-8 35
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 27

Abundance Scan 2978 (20.535 min): BG049337.D\data.ms (-2974) (- m/z 57.15 100.00%

57.1
103.2
5000
U \
‘ H 175.2 20.50
oo bl 2498 8851 4510 66.85%
mlz--> 50 100 150 200 250 300 350
Abundance #230211: Dibutyl 3,6,9,12,15,18-hexaoxaicosane-1,20-di(
108.0
5000 o~ L :
20.50
45.0 159.0 m/z 103.20  65.23%
N m‘ buid ., | 203024702000 _ 365.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #87566: Orthoformic acid, tri-sec-butyl ester
57.0
P i
103.0 2050
5000 ITI/Z 41.10 31.87%
159.0
ot A {2810
Miz--> 50 100 150 200 250 300 350
Abundance #13656: Di-sec-butyl ether 7 ‘
45.0 20.50
m/z 101.20 30.65%
5000 101.0
oJﬂ
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 26 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.800 17.44 ng/ul 397654 Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 78
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 72
3 Butyl myristate 284 C18H3602 000110-36-1 53
4 Docosanoic acid 340 C22H4402 000112-85-6 43
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 38

Abundance Scan 3023 (20.799 min): BG049337.D\data.ms (-3018) (-  m/z 56.20 100.00%
56.2
5000
285.4
129.2 e —
h ‘ 185.3 2413 ‘ 3406 20.50 21.00
ol A AR o L L S 2 57015 67.27%
mlz--> 50 100 150 200 250 300 350
Abundance #177147: Octadecanoic acid, butyl ester
56.0
5000 285.0 'A‘A\}\‘ T ﬂ T
20.50 21.00
1290 340.0 m/z 43.15 55.17%
185.0 241.0 ‘ ‘
O o\hh\\\ \\\\“\\\\“\‘\\h\“\\\\“\
miz--> 50 100 150 200 250 300 350
Abundance #177148: Octadecanoic acid, butyl ester
56.0
— e
20.50 21.00
5000 m/z 41.15 54.52%
285.0 3400
29.0
Lgap | 50 20|
owu“H p‘h‘w ‘u“u‘mwmu_m_
miz--> 50 100 150 200 250 300 350
Abundance #131257: Butyl myristate e e
56.0 20.50 21.00
m/z 55.10 44.40%
5000 2290
‘ ‘ 1290 1850‘ 284.0
om‘“‘H pw‘hwmm PN S el SN
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49337.D

Acq On : 14 Jul 2021 20:13

Operator : CG/JU

Sample : M2996-02

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 27 unknown-©5 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.220 108.22 ng/ul 2466960 Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 47
2 Ethanol, 2-[2-[2-[4-(1,1,3,3-tet... 338 C20H3404 002315-62-0 45
3 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 40
4 Pyrido[2,3-d]pyrimidin-5(8H)-one... 267 C15H13N302 1000260-26-0 38
5 5H-Naphtho[2,3-c]carbazole 267 C20H13N 000198-96-9 38

Abundance Scan 3095 (21.222 min): BG049337.D\data.ms (-3088) (-  m/z 267.25 100.00%
267.3
45.1
5000 135.2
892 T T T ‘ T
‘ M | 2772 2233 338. 2109 2150
bl o b 72 S5 m/z 45.100 56.67%
m/z--> 50 100 150 200 250 300
Abundance #116631: 13H-Dibenzo[a,i]carbazole
267.0
5000 —— —
21.00 21.50
133.0 m/z 135.15 37.40%
ol 630 980, | 17402110 |
L ‘ T T T T ‘ L ‘ LI ‘ T T T ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe
267.0
— T
21.00 21.50
5000 m/z 57.15 20.85%
48.0 133.0
ok ‘\u‘h‘n‘ ‘Hw“‘w‘ “‘\‘ ‘1“7‘1‘0‘2?‘5‘0“‘ e ‘3‘3§(‘
miz--> 50 100 150 200 250 300 J
Abundance #116630: 13H-Dibenzo[a,i]carbazole —— T
267.0 21.00 21.50
m/z 89.20 17.43%
5000
133.0
0 73.0 .| 17402110 , |
e e e e o =
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 28 unknown-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.920 64.24 ng/ul 1464480 Chrysene-d12 21.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 DL-Glyceraldehyde, dimethyl ether 118 C5H1003 1000332-93-3 27
2 Cyclohexene, 4-isopropenyl-1-met... 196 C12H2002 1000195-93-2 25
3 Hexaethylene glycol 282 C12H2607 002615-15-8 16
4 Pentaethylene glycol 238 C10H2206 004792-15-8 16
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 16

Abundance Scan 3384 (22.920 min): BG049337.D\data.ms (-3377) (- m/z 45.15 100.00%

45.1 311.4
5000
89.2 135.2
T
23.00
ol w‘w‘“w‘“ﬂ l ‘\ ‘ LR 2673 | 8824 3135 g6.oax
m/z--> 50 100 150 200 250 300 350
Abundance #8708: DL-Glyceraldehyde, dimethyl ether
45.0
5000 U
89.0 23.00
m/z 135.15 36.46%
O\‘\h‘\‘\“““\\“\‘L\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #58051: Cyclohexene, 4-isopropenyl-1-methoxymethoxyr
45.0
=
23.00
5000 m/Z 89.15 31.53%
91.0
L
oLk ‘hh“h\“ H“ “H“‘mh‘ Il T —
m/z--> 50 100 150 200 250 300 350
Abundance #128698: Hexaethylene glycol T
45.0 23.00
m/z 57.15 30.04%
5000 89.0
133.0
ool bl [ 1902000 e
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.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 29 unknown-07 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
25.380 33.00 ng/ul 846255 Perylene-di2 25.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro7 111982-23-1 25
2 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 23
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 23
4 1,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 23
5 15-Crown-5 220 C10H2005 033100-27-5 23

Abundance Scan 3803 (25.382 min): BG049337.D\data.ms (-3792) (-
45.1

m/z 45.10 100.00%

5000 355.4
161.2

0 | J.‘l i u|\ “ T Y | 267.3 \ 426.5
L L L O R B

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

Abundance #229563: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]hept:
43.0

—

—
25.00 25.50
m/z 355.35 49.09%

>

5000 N
25.00 25.50

133.0 m/z 89.20 32.21%
ol il sl 1970 2650 330.0383.0 464.0

‘ L [ LR ‘ \ T \ T ‘ TTTT ‘ TrTT ‘ T \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ \ TTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #165649: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
45.0

%

ooy
25.00 25.50

5000 m/z 57.15 32.20%

133.0

o] S AT T A IRV K —
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy) M‘/\r ;
45.0 25.00 25.50
m/z 161.15 30.10%

—

5000
133.0

ob [Llo. | | 221.0 283.0339.0 427.0 503.
L e e :

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acq On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 30 unknown-©8 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
29.310 18.82 ng/ul 482743 Perylene-di2 25.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 43
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 43
3 Hexaethylene glycol 282 C12H2607 002615-15-8 38
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 5082 C22H46012 1000352-13-2 37
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 37

Abundance Scan 4472 (29.313 min): BG049337.D\data.ms (-4456) (-  m/z 45.05 100.00%
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Abundance  #113570: 1,4,7,10,13,16-Hexaoxacyclooctadecane
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Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy):
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45.0
Vi
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Abundance #128698: Hexaethylene glycol
45.0 29.00 29.50
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5000
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5
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49337.D

Acqg On : 14 Jul 2021 20:13
Operator : CG/JU

Sample : M2996-02

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.100 23.5 ng/ul 194253 1 8.061 165473 20.0
Butane, 2-metho... 3.180 15.6 ng/ul 129296 1 8.061 165473 20.0
Toluene 4.210 7.3 ng/ul 60841 1 8.061 165473 20.0
1-Pentanol, 2-e... 8.120 4.4 ng/ul 36092 1 8.061 165473 20.0
Benzene, 1-ethy... 8.180 3.5 ng/ul 29039 1 8.061 165473 20.0
Indane 8.440 4.3 ng/ul 35776 1 8.061 165473 20.0
Decanoic acid, ... 9.350 4.1 ng/ul 33992 1 8.061 165473 20.0
3-Phenylbut-1-ene 10.280 2.1 ng/ul 25401 2 10.887 236779 20.0
Ethanol, 2-[2-(... 10.650 4.3 ng/ul 50776 2 10.887 236779 20.0
Benzaldehyde, 4... 11.990 2.5 ng/ul 29935 2 10.887 236779 20.0
Tricyclo[4.2.1.... 12.270 2.6 ng/ul 30992 2 10.887 236779 20.0
3-Methylbenzoth... 12.430 2.4 ng/ul 27797 2 10.887 236779 20.0
1H-Inden-1-one,... 12.750 3.7 ng/ul 43584 2 10.887 236779 20.0
Phenol, 3,5-dic... 13.410 12.6 ng/ul 224946 3 14.713 357611 20.0
Phenol, 3,4-dic... 13.730 8.4 ng/ul 150295 3 14.713 357611 20.0
7-Methylindan-1... 13.840 3.0 ng/ul 53345 3 14.713 357611 20.0
Phenol, 2,3,5,6... 15.250 4.7 ng/ul 84445 3 14.713 357611 20.0
unknown-01 17.660 2.0 ng/ul 41155 4 17.462 410658 20.0
Ethanol, 2-[4-(... 17.810 109.9 ng/ul 2256480 4 17.462 410658 20.0
unknown-02 18.120 2.2 ng/ul 44681 4 17.462 410658 20.0
unknown-03 19.550 120.7 ng/ul 2479210 4 17.462 410658 20.0
Ethanol, 2-[2-[... 19.710 170.3 ng/ul 3882800 5 21.745 455909 20.0
Hexadecanoic ac... 19.750 21.3 ng/ul 484967 5 21.745 455909 20.0
Pyrrolo[1,2-a]-... 20.070 2.1 ng/ul 47734 5 21.745 455909 20.0
unknown-04 20.540 6.9 ng/ul 158153 5 21.745 455909 20.0
Octadecanoic ac... 20.800 17.4 ng/ul 397654 5 21.745 455909 20.0
unknown-05 21.220 108.2 ng/ul 2466960 5 21.745 455909 20.0
unknown-06 22.920 64.2 ng/ul 1464480 5 21.745 455909 20.0
unknown-07 25.380 33.0 ng/ul 846255 6 25.030 512904 20.0
unknown-08 29.310 18.8 ng/ul 482743 6 25.030 512904 20.0
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