LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acqg On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc :

ALS Vvial : 24 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-BGO71723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58352.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.147 5 10 40 rVB 5331225 10029666 100.00% 26.186%
2 4.081 165 169 176 rVB 18644 28652 0.29% 0.075%
3 4.151 176 181 195 rBV 51397 103913 1.04% 0.271%
4 4,333 206 212 221 rVB2 24766 46099 0.46% 0.120%
5 4.615 255 260 268 rVB2 30797 55194 0.55% 0.144%
6 5.356 380 386 391 rBV3 14527 23113 0.23% 0.060%
7 5.538 410 417 426 rBV 16355 37655 0.38% 0.098%
8 5.790 450 460 465 rBV 292692 554979 5.53% 1.449%
9 5.832 465 467 475 rVW 47366 66256 0.66% 0.173%
106 6.172 519 525 533 rVB 58328 94634 0.94% 0.247%
11 6.519 576 584 591 rBV 525607 890635 8.88% 2.325%
12 6.578 591 594 601 rVB 16118 23567 0.23% 0.062%
13 7.060 667 676 693 rBV2 89969 200539 2.00% 0.524%
14 7.224 696 704 713 rW 67897 115546 1.15% 0.302%
15 7.330 716 722 728 rBV3 14399 23859 0.24% 0.062%
16 7.430 733 739 748 rVW2 85624 168191 1.68% 0.439%
17 7.612 761 770 772 rBV3 11234 21613 0.22% 0.056%
18 7.635 772 774 783 rVB4 10438 18290 0.18% 0.048%
19 7.894 808 818 825 rBV 166772 289194 2.88% 0.755%
20 7.964 825 830 836 rVW 30700 54680 ©.55% 0.143%
21 8.070 842 848 853 rW 82919 153025 1.53% 0.400%
22 8.147 853 861 866 rvv 113357 214700 2.14% 0.561%
23 8.211 866 872 881 rW 894940 1543287 15.39% 4.029%
24 8.599 929 938 944 rW3 67691 134557 1.34% 0.351%
25 8.658 944 948 952 rVWW2 25910 44968 0.45% 0.117%
26 8.716 952 958 967 rVB 102049 186317 1.86% 0.486%
27 8.887 982 987 999 rVB 40232 80075 0.80% 0.209%
28 9.051 1010 1015 1026 rBV 83920 152875 1.52% 0.399%
29 9.192 1034 1039 1052 rVB5 23102 47243 0.47% 0.123%
30 9.774 1133 1138 1147 rVB 67466 127017 1.27% 0.332%
31 9.950 1161 1168 1175 rBV2 30300 69776 0.70% ©0.182%
32 10.138 1195 1200 1207 rVB4 12258 21809 0.22% 0.057%
33 10.320 1223 1231 1246 rBV3 103274 224694 2.24% 0.587%
34 10.697 1283 1295 1302 rBV 256087 477132  4.76%  1.246%
35 11.243 1380 1388 1398 rvVB6 8906 19973 0.20% 0.052%
36 11.501 1422 1432 1441 rBVS8 7122 24788 0.25% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acqg On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc :

ALS Vvial : 24 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-BGO71723.MA.M
Title : SVOA CALIBRATION
37 12.647 1621 1627 1636 rVB2 14335 24275 0.24% 0.063%
38 12.747 1636 1644 1647 rBV 17515 30442 0.30% 0.979%
39 12.782 1647 1650 1659 rVB 16256 28895 0.29% 0.075%
40 13.934 1839 1846 1852 rBV 220560 324222 3.23% 0.847%
41 14.181 1883 1888 1890 rBv4 16211 26283 0.26% 0.069%
42 14.228 1890 1896 1904 rVB 240630 396979 3.96% 1.036%
43 14.533 1942 1948 1955 rVwV 439531 677242 6.75% 1.768%
44 14.651 1962 1968 1976 rVB 179100 263861 2.63% ©0.689%
45 14.739 1978 1983 1993 rBV3 43931 98401 0.98% 0.257%
46 14.880 2004 2007 2013 rBV4 12881 19424 0.19% 0.051%
47 15.520 2110 2116 2124 rVV 340766 519941 5.18% 1.358%
48 15.644 2131 2137 2145 rBV3 54628 90047 0.90% 0.235%
49 15.785 2150 2161 2167 rBV 318373 470529 4.69% 1.228%
50 15.885 2170 2178 2183 rBV 41669 67658 0.67% 0.177%
51 16.390 2260 2264 2269 rVB3 15883 26631 0.27% 0.070%
52 16.507 2278 2284 2290 rVB 113777 168205 1.68% 0.439%
53 16.807 2330 2335 2340 rVW2 46709 69119 0.69% 0.180%
54 17.148 2389 2393 2397 rBV5 20179 33264 ©0.33% 0.087%
55 17.189 2397 2400 2404 rVB 37123 45554  0.45% 0.119%
56 17.277 2408 2415 2420 rBV 546819 859742 8.57% 2.245%
57 17.318 2420 2422 2426 rVW 62835 79546 0.79% 0.208%
58 17.377 2426 2432 2441 rVWW 304337 492530 4.91%  1.286%
59 17.447 2441 2444 2451 rVB3 36338 54377 0.54% 0.142%
60 17.724 2487 2491 2495 rVWV7 17189 27716 0.28% 0.072%
61 17.865 2509 2515 2521 rBV3 35243 72346 0.72% 0.189%
62 17.935 2523 2527 2531 rVB2 29688 38133 0.38% 0.100%
63 18.158 2561 2565 2570 rBV2 79746 124248 1.24% 0.324%
64 18.346 2593 2597 2602 rBV5 27602 51229 ©0.51% 0.134%
65 18.452 2611 2615 2618 rBV6 17331 25915 0.26% ©0.068%
66 18.564 2630 2634 2639 rBV2 60971 87029 0.87% 0.227%
67 18.652 2646 2649 2655 rVV5 22420 28925 0.29% 0.076%
68 18.705 2655 2658 2660 rVv4 16634 20974 0.21% 0.055%
69 18.740 2660 2664 2672 rVV2 82018 128732 1.28% 0.336%
70 18.887 2686 2689 2696 rVB7 27585 41556 0.41% ©.108%
71 18.963 2698 2702 2706 rVV 39473 55132 ©@.55% 0.144%
72 19.016 2707 2711 2715 rVB7 14930 23265 0.23% 0.061%
73 19.104 2723 2726 2729 rVB4 29586 31681 0.32% 0.083%
74 19.333 2760 2765 2770 rVB 140200 200643 2.00% 0.524%
75 19.433 2779 2782 2785 rBV5 27685 33340 0.33% 0.087%

76 19.662 2816 2821 2825 rBV 361770 565229 5.64% 1.476%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acqg On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc :

ALS Vvial : 24 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-BGO71723.MA.M
Title : SVOA CALIBRATION

77 19.768 2835 2839 2842 rVB4 25202 37587 ©0.37% 0.098%
78 20.185 2908 2910 2915 rVB3 36229 40948 0.41% 0.107%
79 20.579 2974 2977 2982 rVB2 77197 93786 0.94% 0.245%
80 20.697 2992 2997 3001 rVB4 192605 245560 2.45% 0.641%
81 20.767 3004 3009 3014 rVB 367593 499783 4.98% 1.305%
82 20.861 3022 3025 3029 rBVS5 33818 45810 0.46% 0.120%
83 20.937 3033 3038 3044 rVB 223494 363526 3.62% < 0.949%
84 21.067 3055 3060 3064 rBV 424217 572790 5.71% 1.495%
85 21.114 3064 3068 3074 rVB2 243352 369436 3.68% 0.965%
86 21.219 3082 3086 3091 rVB5 99610 155025 1.55% 0.405%

87 21.349 3102 3108 3114 rBV 1387311 2126052 21.20%  5.551%
88 21.419 3114 3120 3125 rVV 3646168 5641379 56.25% 14.729%
89 21.472 3125 3129 3134 rVV 569116 889184  8.87%  2.322%

99 21.531 3134 3139 3144 rVB 452799 751890 7.50% 1.963%
91 21.643 3153 3158 3164 rBV 370952 547992 5.46% 1.431%
92 21.801 3180 3185 3191 rVvB2 223882 353415 3.52% 0.923%
93 22.295 3265 3269 3273 rVWV 87991 123460 1.23% 0.322%
94 22.348 3273 3278 3288 rVB 187341 328339 3.27% 0.857%
95 22.947 3375 3380 3393 rVB4 154812 333437 3.32% 0.871%
96 23.740 3509 3515 3523 rvB2 178518 396012 3.95% 1.034%
97 24.439 3628 3634 3642 rVB2 107580 271742 2.71% 0.709%
98 24.657 3663 3671 3683 rVB 341270 941187 9.38% 2.457%
99 25.156 3752 3756 3768 rVB4 67013 180889 1.80% 0.472%
100 25.738 3850 3855 3865 rVB3 74107 200345 2.00% 0.523%
Sum of corrected areas: 38301345
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058352.D\data.ms
147
5000000

4000000
3000000
2000000

1000000 8.211

6.519
k 4088338615 5. 5535 ®.172 6ﬂ§78 7.CoRRAN SBSEgblo2 9. 14643 2609 | 24B501 1 1B
0 \\\‘\\\\‘\’\“ﬂw—y—f\\\\‘\\\w—‘w—r \‘v—v*‘\ R A T T ‘!_Y_'_Y_T‘/\\‘T/j_Tf\é\"_F\\\‘\\/_T“‘\\\\‘\\\\‘\\\T
Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058352.D\data.ms
5000000

4000000 21.419

3000000

2000000

1000000

17.277 19.662

B ﬁﬁfﬁﬁo 15 ags 146998 sonigi 4 762018805

O‘HH‘HH‘HH — HH‘HHHH‘HH‘\H\”T“\JW“\' o B e o B B B B A R
Time--> 13.00 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: BG058352.D\data.ms

5000000

4000000

3000000

2000000

1000000

24.657
.947 23.740
ppar 23] M2”4.;13 25.156 25.738

O‘\""\H“\“H\H“\““\“mﬁmﬁﬁﬁﬁmﬁm

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\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Ethylidenecyclobutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.147 693.63 ng/ul 10029700 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 91
2 Cyclohexene 82 C6H10 000110-83-8 90
3 Cyclohexene 82 C6H10 000110-83-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 76
Abundance  Scan 10 (3.147 min): BG058352.D\data.ms (-5) (-) m/z 67.00 100.00%
54.0 67.0
5000 39.0 82.0
‘ 3.203.303.403.503.60

o"_m_‘wm:\:m}‘l NN 1T 1 | m/z 54.00  92.35%

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

Abundance #1386: Ethylidenecyclobutane

67.0
54.0
82.0
5000
3.203.303.403.503.60
410 m/z 82.00 43.94%
Of![
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1358: Cyclohexene
67.0
54.0
3.203.303.403.503.60
5000 82.0 m/Z 39.00 38.52%
41.0
27.0 ‘
o120 LMl el
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1359: Cyclohexene RRREEENRESEES S
67.0 3.203.303.403.503.60
54.0 m/z 41.00 36.00%
5000 0 820
27.0
0“‘%59"NM‘H‘l‘m“HﬁM‘M‘HJM‘NJWH‘W““ A Ra R SRt EMREEREES
m/z--> 10 20 30 40 50 60 70 80 90 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Formamide, N,N-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.151 7.19 ng/ul 103913 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 90
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 83
5 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 56
Abundance Scan 181 (4.151 min): BG058352.D\data.ms (-176) (-) m/z 73.00 100.00%
73.0
44.0
5000
SN L S
58.0 3.80 4.00 4.20 4.40
Obeprrsrerersrerrrrprreestth bbb | m/z 44.00 79.25%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #847: Formamide, N,N-dimethyl-
44.0 73.0
5000 3.80 4.00 420440
28.0 . : : . o
18.0 m/z 42.00 37.69%
T
OH‘\H\‘H\\‘H\\‘HH‘\EH‘HH‘H\} H‘\H\‘HHH\E\‘HH‘HH‘\!MHH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #850: Formamide, N,N-dimethyl-
44.0 73.0
RO AT R
3.80 4.00 4.20 4.40
5000 m/z 42.95 10.00%
15.0 30.0
N
O brrprerrrretre et et e b e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #848: Formamide, N,N-dimethyl- R e AN maE
44.0 73.0 3.80 4.00 4.20 4.40
m/z 58.00 6.99%
5000 15.0 28.0
|
0 u‘\\\\‘\111‘\\\\‘HH‘W‘WWJHH ‘m\‘m‘m‘m‘m‘\! e 1 A“mwm‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Spiropentane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
4.333 3.19 ng/ul 46099 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiropentane 68 C5H8 000157-40-4 59
2 Furan 68 C4H40 000110-00-9 52
3 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 50
4 Furan 68 C4H40 000110-00-9 50
5 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 50
Abundance Scan 212 (4.333 min): BG058352.D\data.ms (-206) (-) m/z 67.00 100.00%
67.0
39.0
96.0
5000
530 81.0 WYTPIBAEN i BB G e
“ ‘ ‘M ‘ 4.00 4.20 4.40 4.60
Ol Ll ol hsz 3000 73.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #497: Spiropentan
67.0
39.0
5000
53.0 4.00 4.20 4.40 4.60
27.0 ' m/z 68.80  72.55%
O\\\‘]\-\5\.(\)‘\\1‘1‘\\\‘!‘M\\\}H\\\‘i‘\‘\l‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #479: Furan
39.0 68.0
R RAmEE s A RRRRS
4.00 4.20 4.40 4.60
5000 m/z 96.00 64 .88%
o0 s o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #535: Cyclopropane, ethylidene- R RE R A
67.0 4.00 4.20 4.40 4.60
39.0 m/z 41.00 47.49%
53.0
5000
27.0
0"""""‘1H"‘“!‘!"u“l1‘“‘1““H“m‘uu‘mwu
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 2-Cyclohexen-1-o0l Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.790  38.38 ng/ul 554979 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 90
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 90
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 49
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
Abundance Scan 460 (5.790 min): BG058352.D\data.ms (-450) (-) m/z 70.00 100.00%

70.0
5000 83.0
390 55.0 97.0

“ ‘ ‘ 5.40 5.60 5.80 6.00 6.20
‘H‘H‘W‘H‘_‘H‘E‘AHM"wm‘HJWHm‘_‘H‘H?ﬁ¥9“ m/z 83.00 47.60%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3579: 2-Cyclohexen-1-0
70.0
5000 390 830 [TT T[T i rrrrrt
Y 550 97.0 5.40 5.60 5.80 6.00 6.20

m/z 55.00  38.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3586: 2-Cyclohexen-1-ol
70.0

5.40 5.60 5.80 6.00 6.20

o

5000 41.0 55.0 83.0 m/z 97.00 37.55%
98.0
0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3634: 2-Methylene cyclopentanol R ERman R
70.0 5.40 5.60 5.80 6.00 6.20

m/z 39.00 32.10%

41.0 55.0 83.0
5000 97.0
27.0
\M\ \ ‘\ ! m“ \ “M ‘

‘ |
m/z--> 10 20 30 40 0 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-01 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
5.832 4.58 ng/ul 66256 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentyn-4-one 82 C5H60 007299-55-0 9
2 Cyclopentane, 1,3-dichloro-, trans- 138 C5H8C12 026688-50-6 9
3 Spiro[2.4]heptane 96 C7H12 000185-49-9 9
4 Cyclopentene, 3-ethyl- 96 C7H12 000694-35-9 9
5 Pyrrole 67 C4H5N 000109-97-7 7
Abundance Scan 467 (5.832 min): BG058352.D\data.ms (-465) (-) m/z 67.00 100.00%
67.0
5000 96.0
41.0
s AREEEE SRR
530 80.9 5.60 5.80 6.00 6.20
o"‘_"‘_"‘_"‘_\myu"m‘\_m:pim,w,w,‘ m/z 96.00  46.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1329: 2-Pentyn-4-one
67.0
5000 UL B L L BN L
5.60 5.80 6.00 6.20
39.0 . .88%
82.0 m/z 95.00 33.88
15.0 27.0 51.0
0\\\‘\\‘\\‘\\\‘\‘\\\\‘\‘\\\‘\\\\‘\\}}‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #19665: Cyclopentane, 1,3-dichloro-, trans-
67.0
R a A RERES AR o
5.60 5.80 6.00 6.20
5000 m/z 65.00 32.86%
41.0
0 \H 53.0 il 1 1020
R Ao L e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #3208: Spiro[2.4]heptane A‘H““‘W““,H““H
67.0 5.60 5.80 6.00 6.20
m/z 41.00 32.31%
5000
39.0
270 54.0 81.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:46 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 Cyclohexene, 3-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.172 6.54 ng/ul 94634  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-chloro- 116 C6HOC1 002441-97-6 81
2 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9C1 062337-93-3 64
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 64
4 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9C1 074752-94-6 64
5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 64
Abundance Scan 525 (6.172 min): BG058352.D\data.ms (-519) (-) m/z 81.00 100.00%
81.0
5000
300 530 T SSRNNN A W, v
“ 6 0 ‘ ‘ 116.0 5.80 6.00 6.20 6.40
0 H,mWm‘mWm}‘Huwwm‘!Hl_wwwl:‘w m/z 79.00  43.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9430: Cyclohexene, 3-chloro-
81.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\/\’\
5.80 6.00 6.20 6.40
390 53 116.0 m/z 80.00  25.04%
O H’\H\‘\H\‘\H}‘i‘\\H‘mh‘\\‘\\‘\‘\‘H\1‘H\li\\\\‘\\\\‘\\\l‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #9437: Cyclopropane, 1-chloro-2-ethenyl-1-methyl-
81.0
A AT SRR
5.80 6.00 6.20 6.40
5000 m/z 53.00 22.18%
39,0 230
H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3253: 3,5-Dimethylcyclopentene ey
81.0 5.80 6.00 6.20 6.40

m/z 39.00 17.74%

5000

39.0 53.0 ‘
\

96.0
15.0 “\ M \M‘\ 67,0

0 H,wwww_mwwu“_‘H‘lm_w!“wwww

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 5.80 6.00 6.20 6.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:47 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 2-Cyclohexen-1-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.519 61.59 ng/ul 890635 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 36
Abundance Scan 584 (6.519 min): BG058352.D\data.ms (-576) (-) m/z 68.00 100.00%
68.0
5000
96.0
39.0 S | S
6.20 6.40 6.60 6.80

bl b 20T n/z 96.00  29.01%

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

Abundance #3150: 2-Cyclohexen-1-one

68.0
5000 UL L B L IR BB
39.0 6.20 6.40 6.60 6.80
96.0 m/z 39.00 23.43%
O\]-\S\-‘O\‘h\\‘ \\H\H\‘\“\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3151: 2-Cyclohexen-1-one
68.0
A
6.20 6.40 6.60 6.80
5000 m/z 40.00 18.91%
39.0 96.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3153: 2-Cyclohexen-1-one R EAREmmasEEE
68.0 6.20 6.40 6.60 6.80
m/z 42.00 9.73%
5000
96.0
40.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:48 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 10 7-Oxabicyclo[4.1.0]heptan-2... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.964 3.78 ng/ul 54680 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 87
2 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 74
3 7-Oxabicyclo[4.1.0]heptan-2-one 112 C6H802 006705-49-3 58
4 4-Octene, (E)- 112 C8H16 014850-23-8 58
5 4-Octene, (Z)- 112 C8H16 007642-15-1 53
Abundance Scan 830 (7.964 min): BG058352.D\data.ms (-825) (-) m/z 54.95 100.00%
55.0
5000
39.0 68.0 83.0 112.0 B REEEA RSN EE RN R
M H ! 6.9 ‘ 7.60 7.80 8.00 8.20
Ol el el el e m/z 112,000 22.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7246: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0
5000 \‘h\\\\‘\\\\‘\\\\‘\\\\’\
7.60 7.80 8.00 8.20
41.0 112.0 m/z 57.00 21.94%
83.0
O\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\H\‘\ﬁﬁ‘?\\\‘\\\\‘9\?\(\)‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7244 7-Oxabicyclo[4.1.0]heptan-2-one
5:
R RRRREEES
7.60 7.80 8.00 8.20
5000 m/z 56.00 20.76%
27.0
39.0 112.0
68 0
0 15Q il “ 1 H H\ 97.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7247: 7-Oxabicyclo[4.1.0]heptan-2-one
55.0 7.60 7.80 8.00 8.20
m/z 39.00 19.05%
5000
280 414 68.0 112.0
83.0
N Y
0‘W‘H‘_‘H‘H‘WLH‘phh‘qu‘u‘_‘H‘H1W‘H‘_‘H“ T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:49 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.070 10.58 ng/ul 153025 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 42
2 4-Penten-1-0l, propanoate 142 C8H1402 030563-30-5 32
3 1,4-Pentadiene 68 C5H8 000591-93-5 22
4 CH3C(0)0(CH2)3CH=CH2 128 C7H1202 001576-85-8 16
5 Cyclopentene 68 C5H8 000142-29-0 12
Abundance Scan 848 (8.070 min): BG058352.D\data.ms (-842) (-) m/z 57.00 100.00%

57.0
70.0
5000
41.0

e VA SR
‘H | | 7.80 8.00 8.20 8.40
‘w‘H‘_‘H_Hwtu‘;u‘m_m S m/z 70.00  81.15%

| 829 950
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0 70.0
29.0
JAN

o

5000 L L B B R
30 7.80 8.00 8.20 8.40
m/z 68.00 65.31%
15.0 “ 83.0 96.0
OH‘H‘M‘\\M}H\‘!‘H‘HMWH‘H‘\H \‘H‘H“W‘H\‘Hl\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22664: 4-Penten-1-ol, propanoate
57.0
B e i
7.80 8.00 8.20 8.40
5000 29.0 m/z 67.00 53.12%
0 “ A% 0 ‘ 1l ‘\75\0 100.0113.0
I RN LA e e e L R R R RARERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #512: 1,4-Pentadiene R e R
67.0 7.80 8.00 8.20 8.40
m/z 57.95 32.38%
5000 39.0 53.0 M\/\\
0 “‘ Uy R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 12 7-Oxabicyclo[4.1.0]heptan-2-o0l Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.147 14.85 ng/ul 214700 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptan-2-0l 114 C6H1002 001192-78-5 59
2 Methacrolein 70 C4H60 000078-85-3 38
3 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 33
4 Butanoic acid, 2-methyl-, 3-meth... 172 C10H2002 027625-35-0 28
5 Butanoic acid, 2-methyl-, 3-meth... 172 C10H2002 027625-35-0 28
Abundance Scan 861 (8.147 min): BG058352.D\data.ms (-853) (-) m/z 57.00 100.00%
57.0
5000
41.0 71.0
AR
‘ ‘ H 96.0 7.80 8.00 8.20 8.40
0“WHH‘HH‘HAHWHwMM_ﬂJ\mwNMW‘ﬂW‘HW‘HWH‘WH“ m/z 70.00  93.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8204: 7-Oxabicyclo[4.1.0]heptan-2-ol
57.0
29.0
5000 L L B B R
0 7.80 8.00 8.20 8.40
71.0 m/z 58.00 34.82%
50 L L, 550
0 \H‘H‘M‘HM“\H‘!‘H‘H“HH‘H‘\H\ \‘H‘iw\‘u\‘u”\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #600: Methacrolein
41.0 70.0
e
7.80 8.00 8.20 8.40
5000 m/z 71.00 32.42%
21.0 H 55.0
0 m‘u'u\‘ul‘l“m‘”uup‘\‘u‘\m“\m_m‘mWm,mmm‘m\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14589: Hexane, 3-ethyl-4-methyl- et
57.0 7.80 8.00 8.20 8.40
43.0 m/z 41.00 29.25%
5000
29.0 71.0
99.0
0l...15.0 “ | 80 | 128.0
e e e e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:51 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 2-Chlorocyclohexanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.211 106.73 ng/ul 1543290 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 94
2 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 91
3 2-Chlorocyclohexanol 134 C6H11Cl0 001561-86-0 83
4 2-Chlorocyclohexanol 134 C6H11C10 001561-86-0 78
5 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 59
Abundance Scan 872 (8.211 min): BG058352.D\data.ms (-866) (-) m/z 57.00 100.00%
57.0
5000 J

4to 80.0 I G

i M 980 1160 1340 7.80 8.00 8.20 8.40 8.60
o"‘w"HNuw”m‘uu‘”m o 11601340 . se.00  23.18%

miz--> 20 60 80 100 120 140

Abundance #17288.2-Chmrocydohexano

57.0
5000 B R R
80.0 7.80 8.00 8.20 8.40 8.60
41.0 m/z 81.00 15.71%
98.0 134.0
O\\\\‘\‘\Q\\M‘H \H‘\‘\‘\\‘th\‘ !\“““‘1‘1}6"0”‘\;“
miz--> 20 60 80 100 120 140
Abundance #17285.2—Chknocyd0hexan0
57.0
R R o
7.80 8.00 8.20 8.40 8.60
5000 m/z 44.00 14.95%
80.0
41.0
98.0 134.0
oz [y |0 sieo 1380
miz--> 20 40 60 80 100 120 140
Abundance #17286: 2-Chlorocyclohexanol A
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 14.45%
5000
41.0 800
60 | 1177 maso 1340
0l w TN T P el R VA K WA
m/z--> 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:50:53 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 1,2-Cyclohexanediol Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.658 3.11 ng/ul 44968 1,4-Dichlorobenzene-d4 7.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 90
2 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 87
3 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 78
4 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 78
5 1,2-Cyclohexanediol 116 C6H1202 000931-17-9 64
Abundance Scan 948 (8.658 min): BG058352.D\data.ms (-944) (-) m/z 70.00 100.00%
570 70.0
5000
43.9 83.0 98.0

B Aammas s Lo

‘H ‘ | ‘ 116.0 8.40 8.60 8.80 9.00
oMww‘_m}whm;mh [ SRS MU m/z 57.00  82.10%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #9177: 1,2-Cyclohexanediol

70.0
57.0
5000 UL L B I BRI B
41.0
830 98.0 8.40 8.60 8.80 9.00
m/z 83.00 41.07%
N i
OH\‘\H\‘H\\“‘\\Hi\\\\‘\H}‘H\H‘H\\‘l\H\‘H\‘\‘\\H‘H!\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9199: cis-1,2-Cyclohexanediol
70.0 /\
Pt e
57.0 8.40 8.60 8.80 9.00
5000 29.0 m/z 43.90  34.67%
4.0
83.0 98.0
15.0 ‘ ‘ 116.0
] ‘1‘}””‘“”“ u‘!!um‘: Lottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9197: cis-1,2-Cyclohexanediol P T
70.0 8.40 8.60 8.80 9.00
57.0
m/z 41.00 34.25%
98.0
5000 42,0 83.0
29.0 116.0
SENELL IV o
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Cyclohexane, 1,2-dichloro-,... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.887 5.54 ng/ul 80075 1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dichloro-, cis- 152 C6H1eC12 010498-35-8 83
2 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 83
3 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl2 000822-86-6 72
4 Bi-2-cyclohexen-1-yl 162 C12H18 001541-20-4 64
5 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 64
Abundance Scan 987 (8.887 min): BG058352.D\data.ms (-982) (-) m/z 80.95 100.00%
81.0
5000
o 550050 550 500
115 9 . ’ . :
[ H‘ Wi ‘w ol 22882 7 se.ee  56.80%
m/z--> 20 80 100 120 140 160
Abundance #29704 Cyclohexane 1,2-dichloro-, cis-
81.0
5000 \\\/""\/\\\\‘\\\\‘/\\\\\‘\\\\
39.0 8.60 8.80 9.00 9.20
m/z 78.95 19.00%
15.0 116.0
0\\\‘\‘\‘1‘\\‘ L H‘H ‘Hﬂ\\ ‘ 1‘\9\8‘0\\\1‘\\\\‘\1\5\2\0‘\
miz--> 20 60 80 100 120 140 160
Abundance #29712.Cydohexane,L24ﬂcmon},Uans
81.0
8.60 8.80 9.00 9.20
5000 m/z 41.00 18.79%
39.0
o250 L | P20 gL, mso  1spo
m/z--> 20 40 60 80 100 120 140 160
Abundance #29711: Cyclohexane, 1,2-dichloro-, trans- ““H“‘H““H“‘mf
81.0 8.60 8.80 9.00 9.20
m/z 55.00 16.29%
5000
41.0
0l 50 . | 620 ||| es0 MBO 1520
‘H““““““H B A R R R I R
m/z--> 20 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 unknown-03 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.192 3.27 ng/ul 47243  1,4-Dichlorobenzene-d4 7.894

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 5-nitro- 115 C5H9NO2 023542-51-0 35
2 Oxirane, 2,2'-(1,4-butanediyl)bis- 142 C8H1402 002426-07-5 28
3 2-Pentene, 2-methyl-5-nitro- 129 C6H11NO2 040244-93-7 27
4 4-Pentenal, 2-methylene- 96 C6H80 017854-46-5 25
5 1,6-Octadiene, (E)- 110 C8H14 019036-81-8 16
Abundance Scan 1039 (9.192 min): BG058352.D\data.ms (-1034) (-) m/z 56.95 100.00%
41.0 57.0
97.0
5000 79.0
‘\\\\‘\\\\‘\\\\’\\\\[\\I
m H ‘H ‘ ‘ 8.80 9.00 9.20 9.40 9.60
Obreperee oot U I Ll m/z a1.ee  99.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8756: 1-Pentene, 5-nitro-
41.0
5000 L L L B R
67.0 8.80 9.00 9.20 9.40 9.60
27.0 m/z 97.00 55.04%
0H‘HH‘\H‘\M\H\‘1“\NH\‘\‘H\H‘H?J‘_\?\’HH‘HH‘HH’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22780: Oxirane, 2,2'-(1,4-butanediyl)bis-
41.0
“H‘_‘H“H‘W‘H“
8.80 9.00 9.20 9.40 9.60
5000 55.0 m/z 39.00 47.15%
27,0
‘H 970 1110
0 u‘u‘u‘uwmu H\Wm u‘lwm e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14751: 2-Pentene, 2-methyl-5-nitro-
41.0 8.80 9.00 9.20 9.40 9.60
m/z 66.95  45.20%
55.0
5000
27.0
0 |82 1110 1290 .
m/z--> 10 20 30 40 0 60 70 80 90 100110120130 880900920940960
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 Benzoic acid Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.950 2.92 ng/ul 69776  Naphthalene-d8 10.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 94
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 91
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
5 Benzoic acid 122 C7H602 000065-85-0 87

Abundance Scan 1168 (9.950 min): BG058352.D\data.ms (-1161) (-) m/z 105.00 100.00%

105.0
77.0 122.0
5000 51.0
e
a7 ‘ 10.00
0 H_m_Hwmﬁﬁwm‘sw“‘uu:‘\‘lw\t\‘“Wm_‘lwwa:w m/z 122.00  76.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11264: Benzoic acid
105.0
77.0 1220
5000 A AR
51.0 10.00
m/z 77.00 71.77%
‘2?0 Al ‘w\ ol | | !
0 H‘\H\‘\H\‘HH[HH‘HH‘HM‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11265: Benzoic acid
105.0 122.0
77.0 b &
10.00
5000 m/z 51.00 39.92%
51.0
0 u‘\\\\‘\\\\‘\\\\‘\\‘\H!1\\\‘\M\‘\‘!‘HWHMHWMmmm‘mm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11261: Benzoic acid
105.0 1220 10.00 .
770 m/z 50.00 23.33%
5000
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 1,1'-Biphenyl, 4-chloro- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.651 7.79 ng/ul 263861  Acenaphthene-di10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 97
2 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 95
3 3-Chlorobiphenyl 188 C12H9C1l 002051-61-8 94
4 1,1'-Biphenyl, 4-chloro- 188 C12H9C1l 002051-62-9 94
5 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 94
Abundance Scan 1968 (14.651 min): BG058352.D\data.ms (-1962) (- | m/z 188.00 100.00%
188.0
5000 151.9
- o 1500
51.0 126.0 ‘ : :
101.0
0 ‘H“"q‘whWN‘Nu‘muqm“wuw‘w‘ﬂww“‘w"uw m/z 151.95  49.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62867: 1,1'-Biphenyl, 4-chloro-
188.0
5000 = —_
152.0 14.50 15.00
76.0 m/z 190.00  33.48%
o270 %10 | 1010 1260 | ‘ \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62873: 1,1'-Biphenyl, 4-chloro-
188.0
— —
14.50 15.00
5000 152.0 m/z 153.00 20.92%
76.0
0 28.0 5%'0 | ‘\‘ 101.0 12?'0 \\‘ ‘ ‘\
R R e o e B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62864: 3-Chlorobiphenyl 1 —
188.0 14.50 15.00
m/z 151.00 15.73%
152.0
5000
76.0
e |
e = = o LS UMD NI NS (R ——a PR
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 1,1'-Biphenyl, 2,2'-dichloro- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.785 13.90 ng/ul 470529  Acenaphthene-d10 14.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 99
3 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 98
4 1,1'-Biphenyl, 3,4'-dichloro- 222 C12H8C12 002974-90-5 98
5 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 98

Abundance Scan 2161 (15.785 min): BG058352 D\data.ms (-2150) (- | m/z 152.00 100.00%
2.0
222.0
5000 187.0
75.0 —r— e
510 | 990 1260 | | 15.50 16.00
0 et el e M m/z 222.60  77.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101331: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
222.0
5000 —r— ——
187.0 15.50 16.00
750 m/z 224.00  50.43%
O ‘2\7\9\‘\5\]“.\\0‘”\\\‘h[!”!\\%“?\‘\\]-‘2\6\\()\‘11“\‘\\\\‘\‘1‘\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101337: 1,1'-Biphenyl, 2,2'-dichloro-
152.0
P e
15.50 16.00
5000 187.0 222.0 m/z 187.00 49.52%
75.0
51.0 M 111.0 H ‘
obrrrA bbb e M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101338: 1,1'-Biphenyl, 2,2'-dichloro- —— —
152.0 15.50 16.00
2220 m/z 151.00 23.68%
187.0
5000
75.0
50.0 h 9.0 126.0 ‘ ‘
0“‘H‘H‘w‘uhpw‘ﬂ‘w‘whu‘u‘w“u‘ﬂ‘w‘u‘, e e
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\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 1,1'-Biphenyl, 3,3'-dichloro- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
16.507 3.91 ng/ul 168205 Phenanthrene-di10 17.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3,3'-dichloro- 222 C12H8C12 002050-67-1 99
2 1,1'-Biphenyl, 2,4-dichloro- 222 C12H8C12 033284-50-3 99
3 1,1'-Biphenyl, 2,5-dichloro- 222 C12H8C12 034883-39-1 98
4 1,1'-Biphenyl, 2,4'-dichloro- 222 C12H8C12 034883-43-7 98
5 1,1'-Biphenyl, 4,4'-dichloro- 222 C12H8C12 002050-68-2 98

Abundance Scan 2284 (16.507 min): BG058352.D\data.ms (-2278) (- | m/z 222.00 100.00%
222.0
152.0
5000
A
75.
50.0 ” 97.9 126.0 H‘ 186.0 16.50
O m/z 224.00  65.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101335: 1,1'-Biphenyl, 3,3'-dichloro-
222.0
152.0
5000 AL :
16.50
m/z 152.00 61.88%
O ‘2\7\ 9\ ‘5\\0“\(\)‘”! T f‘h ‘ T \ \“\H‘]_\]\_%\(‘)\ TTT ‘ T \“\‘\ ‘ TTT \]-‘8\? \()\ ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101321: 1,1'-Biphenyl, 2,4-dichloro-
222.0
DIWAN ‘
152.0 16.50
5000 m/z 151.00 18.47%
75.0 186.0
o270 0 L,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #101325: 1,1'-Biphenyl, 2,5-dichloro- ne /\ A LAy
222.0 16.50
1520 m/z 150.00 13.38%
5000
10 " 990 160 | 1860 A /\
Ol e el ey YRR AT SRV S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 25 unknown-04 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.697  6.53 ng/ul 245560 Chryseme-diz2 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pethylbrene 204 Clst2a 442900-37-0 35

2 4,11,11-trimethyl-8-methylenebic... 204
3 (Z)-1-Methyl-4-(6-methylhept-5-e... 204
4 1-Formyl-2,2,6-trimethyl-3-cis-(... 220

C15H24
C15H24
C15H240

889360-49-0 30
013062-00-5 25
1000144-10-1 22

5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 18
Abundance Scan 2997 (20.697 min): BG058352.D\data.ms (-2992) (- | m/z 95.00 100.00%
95.0 215.1
5000
—r —
20.50 21.00
0 m/z 215.10 87.89%
miz--> 50 100 150 200 250 300
Abundance #80104: Pethylbrene
149.0
5000 Shas -
105.0 20.50 21.00
41.0 ’ 189.0 m/z 107.00 86.82%
oL L‘\ ‘\\“\‘\‘ HJ M “L o L ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #80274: 4,11,11-trimethyl-8-methylenebicyclo[7.2.0]unde
91.0, 133.0
== —
41.0 20.50 21.00
m/z 93.00 77.46%
5000 189.0 /
miz--> 50 100 150 200 250 300
Abundance #80293: (2)-1-Methyl-4-(6-methylhept-5-en-2-ylidene)cyc T ——
3.0 20.50 21.00
m/z 121.05 73.82%
5000
41.0 34.0 204.0
A EUIS Y N T N, N V| 70
m/z--> 50 100 150 200 250 300 20.50 21.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:51:04 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.767 13.20 ng/ul 499783 Chrysene-di2 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Silane, methylvinyl(4-methylpent... 330 C16H3403Si2 1000416-94-4 35
2 Silane, methylvinyl(2,4-dimethyl... 344 C17H3603Si2 1000417-00-3 27
3 1-Piperazinepropanenitrile, .bet... 229 C13H15N30 014761-40-1 27

4 (4as,5R,8aS)-3,4a,5-Trimethyl-1,... 229 C15H19NO 1000477-96-7 25
5 Silane, methylvinyl(4,4-dimethyl... 344 C17H3603Si2 1000420-81-8 25

Abundance Scan 3009 (20.767 min): BG058352.D\data.ms (-3004) (- | m/z 229.10 100.00%

220.1
5000 107.0
189.1
550 147.0 3112

—
20.50 21.00
\\1‘” “\\‘\“ LU “‘\‘ Do ‘;‘6?"1‘\‘ : ‘L ‘ ‘\‘ ‘3‘59-; m/z 107.00 48.35%

miz--> 50 100 150 200 250 300 350
Abundance #236394: Silane, methylvinyl(4-methylpent-2-yloxy)(meth
229.0
173.0

=

5000 == Al
20.50 21.00
43.0 119.0 m/z 91.00 35.667%
0+ \“ T “\ ‘\8‘\3‘.9’”\ L‘ \“ 1 ““ ‘\“ \M\ A ! L T ‘?\7\3\0\ ‘3]\-‘5\9 I
m/z--> 50 100 150 200 250 300 350
Abundance #253058: Silane, methylvinyl(2,4-dimethylpent-3-yloxy)(n
229.0
— —r—
173.0 20.50 21.00
5000 m/z 93.00 33.97%

57.0 119.0 N “ 301.0
1} PSS KAEVEISPON O S SETUSINE S v —
miz--> 50 100 150 200 250 300 350

| |
Abundance #110258: 1-Piperazinepropanenitrile, .beta.-oxo-4-phenyl T
229.0 20.50 21.00

m/z 95.00  33.03%

132.0
5000
0 | M
28 Q\ Il ‘ ‘\ ‘ ’ “ M‘l\ “w : Ll 189.0

T T
m/z--> 50 100 150 200 250 300 350 20.50 21.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.937 9.67 ng/ul 363526  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 27
2 1,3,5-Triazin-2(1H)-one, 4,6-bis... 155 C5HIN50 055702-52-8 25
3 Bis(trimethylsilyl)acetylene 170 C8H18Si2 014630-40-1 25
4 1,6-Anhydro-2,3-0-isopropylidene... 316 C15H2805Si 1000364-42-4 25
5 Benzamide, 2,6-difluoro-3-methyl... 283 C16H23F2NO 1000489-61-7 22
Abundance Scan 3038 (20.937 min): BG058352.D\data.ms (-3033) (- | m/z 155.00 100.00%
155.0
- e /VNAM\HJ\M¢VVN/\A
55.0 ‘ 203.1 293.1 AN
) 21.00
0! Lw‘;m\;‘\‘\jm i\\‘H‘\‘ F‘}S‘Jj L \‘?"2\"‘ m/z 107.00 37.98%
miz--> 50 100 150 200 250 300
Abundance #32539: 4-Fluoro-3-nitrotoluene
155.0
83.0
5000 R
21.00
m/z 93.00 32.63%
30.0 ‘ ‘
[ORee ‘!‘ “\ ”‘“\“‘\““\‘H‘\‘h‘“l \‘\ | “\ L e I B B
miz-> 50 100 150 200 250 300
Abundance #32425: 1,3,5-Triazin-2(1H)-one, 4,6-bis(methylamino)-
57.0 155.0
——
21.00
5000 m/z 81.00 27.93%
98.0
m/iz--> 50 100 150 200 250 300
Abundance #46008: Bis(trimethylsilyl)acetylene T
155.0 21.00
m/z 55.00 26.45%
5000
73.0
) IO 2 N — o
m/z--> 50 100 150 200 250 300 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 unknown-07

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.067 15.24 ng/ul 572790  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Dimethylamino-3-methylpyridine 136 C8H12N2
2 Adamantane 136 C1@H16
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120

4 2-Methyl-7-(trifluoromethyl)-4,5... 205 C8H10F3N3

061713-46-0 45
000281-23-2 30
027129-87-9 30
832739-70-5 27

5 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000362-66-7 25
Abundance Scan 3060 (21.067 min): BG058352.D\data.ms (-3055) (- | m/z 136.00 100.00%
136.0
5000 81.0
205.1
41.0
M H ‘ ‘ ‘ | Jpnq 3287 21.00
A \“‘ L b ) 24522851 T 167,00 54.32%
miz--> 100 150 200 250 300
Abundance #18648. 2-Dimethylamino-3-methylpyridine
107.0
5000 = LS
21.00
m/z 123.05 47 .04%
O L ‘ T h\ T ‘H‘\ “\‘ \M\ ‘ L ‘ T T T ’ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #18011: Adamantane
136.0
e
21.00
5000 m/Z 81.00 45 ,54%
w ||
o ‘\H\MM‘M\H‘ ‘\ “““H“HH"H“HH
miz--> 100 150 200 250 300
Abundance #18937: Benzenemethanol, 3,5-dimethyl- —— ‘
136.0 21.00
91.0 m/z 95.00  39.50%
5000
39.0
0! d _—
m/z--> 50 100 150 200 250 300 21.00

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:51:08 2023

Page:

26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 1,4-Dimethyl-8-isopropylide... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.114 9.83 ng/ul 369436  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 55
2 Aciphyllene 204 C15H24 087745-31-1 47
3 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 46
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 000489-29-2 45
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl... 204 C15H24 1208118-28-8 43
Abundance Scan 3068 (21.114 min): BG058352.D\data.ms (-3064) (- | m/z 95.00 100.00%
95.0
189.1
5000
55.0
33.0 234.0 311.2 — —
‘ ‘ 21.00 21.50
ol \‘m“\‘i”\;‘m‘LM‘ \N ' ‘\H\; . ’\2‘69‘1‘ L L‘ - m/z 109.10 63.57%
miz-> 50 100 150 200 250 300
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
5000 — —
95.0 161.0 21.00 21.50
41.0 m/z 189.10 57.22%
oLb— “‘ “\“\‘\‘ w\ nth ’ ‘H ‘H‘ L “‘ I LA R e
miz--> 50 100 150 200 250 300
Abundance #80102: Aciphyllene
95.0
ALy —
147.0 189.0 21.00 21.50
m/z 204.05 52.86%
50001 410 /
0 -l ‘U\ “\‘m‘\‘”“ ‘ “hh" “\‘ ! “‘ N
miz--> 0 100 150 200 250 300 AK
Abundance #80519: 1,4-Methano-1H-indene, octahydro-1,7a-dimethy \/\T)\"“ : —
95.0 21.00 21.50
161.0 m/z 108.10  41.83%
5000 204.0
41.0
0 ‘\“ M LHu \““; ‘\m“\h\’ H‘ ‘h‘ L ‘\‘ T — —
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\BGO71823\
Data File : BG@58352.D

Acq On : 20 Jul 2023 8:36

Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.220 4.12 ng/ul 155025  Chrysene-di12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 53
2 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 42
3 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 42
4 Dispiro[2.2.5.0]undecan-4-one, 5... 220 C15H240 1000152-13-8 38
5 N-[1-(4-Butoxyanilino)-2,2,2-tri... 452 C20H19F7N202  339351-83-6 27
Abundance Scan 3086 (21.219 min): BG058352.D\data.ms (-3082) (- | m/z 95.00 100.00%
95.0
5000 2991
287.1 — —
30.3 21.00 21.50
0! m/z 123.10 88.59%
miz--> 50 100 150 200 250 300 350
Abundance #82907: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]nag
81.0 123.0
41.0
5000 191.0 T T
21.00 21.50
m/z 109.00 82.59%
O' \‘L\L\ ‘\“H\ LI ‘ T T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #82844: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-
123.0
206.0 i S
21.00 21.50
5000/ 410 m/z 81.00 75.37%
79.0
AT P
i WY
m/z--> 50 100 150 200 250 300 350
Abundance

5000

m/z-->

109.0

43.0

149.0

#82825: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-

T
21.00 21.50

m/z

55.00  68.26%

L=

50 100 150 200 250 300 350

T T
21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 unknown-08 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.349 56.55 ng/ul 2126050  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(1H-Benzimidazol-2-yl)-7-metho... 292 C17H12N203 093326-79-5 38
2 3-Methyl-1-(4-morpholinyl)pyrido... 292 C17H16N40 1000331-84-7 35
3 (0-Decylphenoxy)acetic acid 292 C18H2803 014353-81-2 35
4 (4-Methoxynaphthalen-1-yl)(4-met... 292 C18H16N202 071811-75-1 30
5 1,1'-Biphenyl, 4,4-bis(1-pyrroli... 292 C20H24N2 1000193-54-6 30
Abundance Scan 3108 (21.349 min): BG058352.D\data.ms (-3102) (- | m/z 292.15 100.00%
292.1
5000
168.0 207.1
— A
410 g5, | M 2191 21.00 21.50
bbb I [ 2490 | | 3422 68 00 20.10%
m/z--> 50 100 150 200 250 300 350
Abundance #188908: 3-(1H-Benzimidazol-2-yl)-7-methoxy-2H-chrom
292.0
5000 - A
249.0 21.00 21.50
m/z 181.05 26.91%
1320 1930
OL\S\O\ T ‘6%‘\()“\ \“[hf T !‘\‘ \“\ T \H“\ \‘ T } \‘\“\ \“ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #188939: 3-Methyl-1-(4-morpholinyl)pyrido[1,2-a]benzimi
292.0
— —
2330 21.00 21.50
5000 ITI/Z 207.05 26.49%
28.0 77.0 117.0 179.0 ‘ H
) VNS SOV SNok-or i NP IS —
m/z--> 50 100 150 200 250 300 350
Abundance #189288: (O-Decylphenoxy)acetic acid — T
292.0 21.00 21.50
m/z 193.05 26.13%
5000 10701650
I N NN B PR 111
m/z--> 50 100 150 200 250 300 350 21.00 21.50

SFAM-EPA-BGO71723.MA.M Thu Jul 20 13:51:11 2023 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58352.D

Acq On : 20 Jul 2023 8:36

Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 32 Phenanthrene, 3,9-bis(1,1-d... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.642 14.58 ng/ul 547992  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenanthrene, 3,9-bis(1,1-dimeth... 290
2 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275

3 benzeneacetonitrile,

.alpha.-[[4... 290

4 1H-Pyrazole-4-carbonitrile, 1-ph... 275

C22H26

C17HSNO3
C20H22N2
C16H13N5

055125-03-6 83
000475-75-2 64
1000403-07-2 60
1000338-13-6 60

5 3-Chlorbenz-4-nitrophenylhydrazon 275 C13H10CIN302 ©05908-26-9 60
Abundance Scan 3158 (21.642 min): BG058352.D\data.ms (-3153) (- | m/z 275.10 100.00%
275.1
5000
195 1 T ‘ T T ‘ T
41.0 95.0 155.0 21.50 22.00
O s LA B L L] se21 ;
O bt b L SN S .8 m/z 290.10  35.36%
miz--> 50 100 150 200 250 300 350
Abundance  #187063: Phenanthrene, 3,9-bis(1,1-dimethylethyl)-
275.0
5000 A /\ —r—
21.50 22.00
102.0 m/z 276.05 23.02%
2.0
0 LI ‘6?) \0\ ‘\ “‘ ‘ 1 T %6\59 f h‘ \““\2\3\9“0 T \‘ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #167389: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinoli
275.0
2150 2200
5000 195.10 17.06%
810 188.0
A e U <1 I —
m/z--> 50 100 150 200 250 300 350
Abundance #187011: benzeneacetonitrile, .alpha. [[4—(d|ethy|am|no)p —
75.0 2150 2200
215.00 12.83%
500029.0
203.0
ok e d ‘H“ L \“ ‘:IT‘Z\?‘\?]TG‘E% Il 3 ‘\h‘ 4 \“‘ [
m/z--> 50 100 150 200 250 300 350 2150 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 unknown-09 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.801 9.40 ng/ul 353415 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bornyl acetate 196 C12H2002 000076-49-3 35
2 Asarone 208 C12H1603 002883-98-9 30
3 .beta.-Asarone 208 C12H1603 005273-86-9 25
4 Asarone 208 C12H1603 002883-98-9 25
5 2-Propenoic acid, 3-(3,4-dimetho... 208 C11H1204 014737-89-4 25
Abundance Scan 3185 (21.801 min): BG058352.D\data.ms (-3180) (- | m/z 95.00 100.00%
95.0 208.1
5000
55.0
—— —
21.50 22.00
0 m/z 208.05 93.62%
m/z--> 50 100 150 200 250 300 350
Abundance #71356: Bornyl acetate
95.0
5000 43.0 T T
36.0 21.50 22.00
m/z 107.00 77.93%
0 “‘lhh\““““\‘“ i \”‘\ “\ T -:Lg\‘e‘(\)\ L
miz--> 50 100 150 200 250 300 350
Abundance #84694: Asarone
208.0
—— —
21.50 22.00
5000 ITI/Z 121.00 59.50%
165.0
91.0
I TR TEE 7 V0
m/z--> 50 100 150 200 250 300 350
Abundance #84698: .beta.-Asarone T ——
208.0 21.50 22.00
165.0 m/z 93.00 49.28%
5000
91.0
39.0 H
0! v 1 A O — —
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
22.295 3.28 ng/ul 123460  Chrysene-di2 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3269 (22.295 min): BG058352.D\data.ms (-3265) (- | m/z 57.00 100.00%
57.0
—— —
9.0 22.00 22.50
411 242.0 : :
0 m“‘“u‘!‘ L 321 1930 TIPT 3031 8862 ; 43.60  55.15%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —r— ——
22.00 22.50
m/z 71.00 55.06%
ol L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
—— —
22.00 22.50
5000 m/z 85.05 39.50%
0 “ ‘L‘ | %9‘0‘ 141.0183.0226.0
A T T T
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 22.00 22.50
m/z 55.00 20.85%
e W
[y [ ss0te70
o e — —
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG@58352.D

Acq On : 20 Jul 2023 8:36

Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ 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 35 Naphthalen

e, 2-methyl-1-(3,...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.348 8.73 ng/ul 328339  Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 2-methyl-1-(3,4-dim...

2 6-(4-Methoxyphenyl)pyri

3 2(1H)-Phenanthrenone, 3,

4 Ethanone, 1-[5-(5-trifl

274 C20H180
dazin-3-o0... 274 C14H18N202Si
4,4a,4b, ... 274 C19H300
uoromethy... 274 C11H9F3N20S

1000269-03-0 53
1000476-89-3 50
007715-44-8 47

1000266-44-5 43

5 Benz[c]acridin-7(12H)-one, 11-me... 259

C18H13NO

077745-36-9 38

Abundance Scan 3278 (22.348 min): BG058352.D\data.ms (-3273) (-

m/z 259.10 100.00%

259.1
5000
215.0
— e
114.0 ‘ 22.00 22.50
oL 1k 1520 NM”J‘ L l0213411 04 10 5848
miz--> 50 100 150 200 250 300 350
Abundance #166400: Naphthalene, 2-methyl-1-(3,4-dimethylbenzoyl)
259.0
5000 _— ]
22.00 22.50
169.0 m/z 215.00 29.15%
39.0 77.0 ‘ 215.0
O LI ‘f “ \‘ T H\ ‘\ “\H\‘ \‘ T } T ‘ \h\ H\‘\ \M‘ “ \h\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350

5000

o

29.0,

Abundance #165659: 6-(4-Methoxyphenyl)pyridazin-3-ol, TMS deriva
2

59.0

73.0
‘ 145.0185'0 ‘
I [T N L

%

22.00 22.50
m/z 229.10  26.80%

m/z-->

50 100 150 200 250 300

350

Abundance #166382: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,1( ; =

%

259.0 22.00 22.50
m/z 260.05  20.98%
5000
136.0 217.0
93.0
410 175T ‘
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 13-Docosenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.947 8.87 ng/ul 333437 Chrysene-d12 21.531
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 68
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 53
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
Abundance Scan 3380 (22.947 min): BG058352.D\data.ms (-3375) (- | m/z 59.00 100.00%
59.0
- J\\/Wwaka
23.00
0 184 1 256 1 320.2 .
0 “ﬁ““ﬂ W, A8, i N m/z 72.080  62.09%
miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 T
137.0 23.00
m/z 55.00 59.05%
337 0
O LI ‘\“‘ !‘H \h \““[‘ H“‘ h“ M “\ \]\-9\3()\ \2\4.0 0\ \2\9\4()\ \ T \ ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #245083: 13-Docosenamide, (2)-
59.0
—
23.00
5000 m/z 57.00 42 .88%
f? .0 337.0
ol5. JLd iP5 1840 23402760 |
m/z--> 50 lOO 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)- —
59.0 23.00
m/z 43.00 42.40%
- MNJL%A
4.0 281.0
o890 M by w i 1510 19802880 | S
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\BGO71823\
Data File : BG®58352.D

Acq On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.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 16-Heptadecenal Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
25.156 3.84 ng/ul 180889  Perylene-di2 24.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Heptadecenal 252 C17H320 1010144-57-9 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 E-3-Pentadecen-2-o0l 226 C15H300 1000130-83-8 80
4 1,19-Eicosadiene 278 (C20H38 014811-95-1 68
5 Octadecanal 268 C18H360 000638-66-4 64
Abundance Scan 3756 (25.156 min): BG058352.D\data.ms (-3752) (- | m/z 57.05 100.00%
57.0
5000 96.0
— —
| M 1520 207.09462284.1 343.1 25.00 25.50
0l i Ay m/z 55.00 66.81%
miz--> 50 100 150 200 250 300 350
Abundance #138488: 16-Heptadecenal
82.0
43.0
5000 — ——
25.00 25.50
m/z 82.00 65.49%
%2\"‘5 .0 207.0 25‘2.0
O\\\‘\\\\\\“\‘\\\\“\\‘H\\“\\\\‘\\\\‘\\
miz-> 100 150 200 250 300 350
Abundance #123917: Hexadecana
43.0, 82.0
— —
25.00 25.50
5000 m/z 43.00 60.72%
.0
196.0
0 ‘ 1"\\ Hh A firdr ‘H‘ ‘ ‘2‘49-‘0‘ e
m/z--> 50 lOO 150 200 250 300 350
Abundance #107158: E-3-Pentadecen-2-ol — —
43.0 25.00 25.50
m/z 83.00 47.07%
5000 82.0
209.0
Lm0
O e T e —
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\

BGO58352.D
: 20 Jul 2023 8:36
: CG/JU
: 03452-13
: 24 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG071723.MA.M
: SVOA CALIBRATION

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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
25.738 4.26 ng/ul 200345  Perylene-di2 24.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 3855 (25.738 min): BG058352.D\data.ms (-3850) (- | m/z 57.00 100.00%

57.0
5000

‘ 9.0 — —

25.50 26.00
169.1
L, “‘ b i 2230 2809 3880 y/7 71.68  52.93%

\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —

25.50 26.00
m/z 43.00  52.47%

ol d L H | 141 0183.0225.0 281.0 337.0 394.

\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

57.0 . o WMWM%www/\M”MW”mMm

o

m/z--> 50 100 150 200 250 300 350

Abundance #123971: Tetradecane, 2,6,10-trimethyl-
— —
25.50 26.00

5000 ITI/Z 85.05 39.03%
113.0155.0
SEN N U DDt E—
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 25.50 26.00

m/z 55.00  20.27%

= M«WW/\WMMM

9.0
ol “ |1, 14101830225.0267.0  338.0
ALy T R030225.0267.0 3380 _— _

m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071823\
Data File : BG@58352.D

Acqg On : 20 Jul 2023 8:36
Operator : CG/JU

Sample : 03452-13

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@71723.MA.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|
Ethylidenecyclo... 3.147 693.6 ng/ul 100297060 1 7.894 289194 20.0
Formamide, N,N-... 4,151 7.2 ng/ul 103913 1 7.894 289194 20.0
Spiropentane 4.333 3.2 ng/ul 46099 1 7.894 289194 20.0
2-Cyclohexen-1-0l 5.790 38.4 ng/ul 554979 1 7.894 289194 20.0
unknown-01 5.832 4.6 ng/ul 66256 1 7.894 289194 20.0
Cyclohexene, 3-... 6.172 6.5 ng/ul 94634 1 7.894 289194 20.0
2-Cyclohexen-1-one 6.519 61.6 ng/ul 890635 1 7.894 289194 20.0
7-Oxabicyclo[4.... 7.964 3.8 ng/ul 54680 1 7.894 289194 20.0
unknown-02 8.070 10.6 ng/ul 153025 1 7.894 289194 20.0
7-Oxabicyclo[4.... 8.147 14.9 ng/ul 2147060 1 7.894 289194 20.0
2-Chlorocyclohe... 8.211 106.7 ng/ul 1543290 1 7.894 289194 20.0
1,2-Cyclohexane... 8.658 3.1 ng/ul 44968 1 7.894 289194 20.0
Cyclohexane, 1,... 8.887 5.5 ng/ul 80075 1 7.894 289194 20.0
unknown-03 9.192 3.3 ng/ul 47243 1 7.894 289194 20.0
Benzoic acid 9.950 2.9 ng/ul 69776 2 10.697 477132 20.0
1,1'-Biphenyl, 14.651 7.8 ng/ul 263861 3 14.533 677242 20.0
1,1'-Biphenyl, 15.785 13.9 ng/ul 470529 3 14.533 677242 20.0
1,1'-Biphenyl, 16.507 3.9 ng/ul 168205 4 17.277 859742 20.0
unknown-04 20.697 6.5 ng/ul 245560 5 21.531 751890 20.0
unknown-05 20.767 13.3 ng/ul 499783 5 21.531 751890 20.0
unknown-06 20.937 9.7 ng/ul 363526 5 21.531 751890 20.0
unknown-07 21.067 15.2 ng/ul 572790 5 21.531 751890 20.0
1,4-Dimethyl-8-... 21.114 9.8 ng/ul 369436 5 21.531 751890 20.0
2,4a,8,8-Tetram... 21.220 4.1 ng/ul 155025 5 21.531 751890 20.0
unknown-08 21.349 56.5 ng/ul 2126050 5 21.531 751890 20.0
Phenanthrene, 3... 21.642 14.6 ng/ul 547992 5 21.531 751890 20.0
unknown-09 21.801 9.4 ng/ul 353415 5 21.531 751890 20.0
(DEL) Alkane: S... 22.295 3.3 ng/ul 123460 5 21.531 751890 20.0
Naphthalene, 2-... 22.348 8.7 ng/ul 328339 5 21.531 751890 20.0
13-Docosenamide... 22.947 8.9 ng/ul 333437 5 21.531 751890 20.0
16-Heptadecenal 25.156 3.8 ng/ul 180889 6 24.663 941187 20.0
(DEL) Alkane: S... 25.738 4.3 ng/ul 200345 6 24.663 941187 20.0
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