LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc :

ALS Vvial : 10 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-BG052124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61328.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 6 9 11 rBvV 64127 72447 3.45% 0.507%
2 3.081 11 16 22 rBV 1483117 2100524 100.00% 14.686%
3 3.763 127 132 141 rBv4 10667 19241 0.92% 0.135%
4 3.863 143 149 156 rW 39434 60083 2.86% 0.420%
5 3.933 156 161 169 rvB2 7661 12415 ©0.59% ©0.087%
6 4.309 219 225 241 rBV 196929 310186 14.77% 2.169%
7 4.632 276 280 285 rVB4 5390 7864 0.37% 0.055%
8 4.714 288 294 302 rBV 167422 247818 11.80% 1.733%
9 5.085 351 357 363 rBvV 12342 20827 0.99% 0.146%
106 7.065 684 694 706 rBB 69268 120948 5.76%  0.846%
11 7.212 713 719 726 rBV 48402 78901 3.76% ©.552%
12 7.417 748 754 763 rBV 65743 115021 5.48% 0.804%
13 7.881 827 833 840 rBV 96149 155405 7.40% 1.087%
14 8.598 949 955 963 rBV2 48109 82664 3.94% 0©.578%
15 9.039 1022 1030 1038 rVV 73674 133589 6.36% 0.934%
16 9.597 1121 1125 1130 rVB3 8473 12461 0.59% 0.087%
17 9.761 1145 1153 1162 rVB2 66454 117314 5.58% 0.820%
18 10.085 1204 1208 1213 rBV3 5470 8504 0.40% 0.059%
19 10.308 1236 1246 1257 rBV 86123 158758 7.56% 1.110%
20 10.678 1300 1309 1315 rBV 137072 241920 11.52% 1.691%
21 10.813 1326 1332 1344 rVB 37035 68128  3.24% 476%
22 11.418 1429 1435 1441 rBV2 7068 11733 0.56% 082%

23 13.921 1856 1861 1869 rVB 181237 252071 12.00%
24 14.209 1904 1910 1917 rBV 197802 296018 14.09%

NNRFPOO®
N
[e)]
N
R

25 14.515 1955 1962 1968 rBV 232869 349731 16.65% 445%
26 14.574 1968 1972 1980 rVB2 4522 7835 0.37% ©.055%
27 14.756 1991 2003 2011 rBV3 22832 54530 2.60% ©.381%
28 15.514 2125 2132 2137 rBV 247163 378879 18.04% 2.649%
29 15.566 2137 2141 2144 rVB2 6374 7908 ©0.38% 0.055%
30 15.643 2150 2154 2159 rBV 48853 75198 3.58% ©.526%
31 16.236 2248 2255 2265 rBV6 4663 11782 ©.56% ©0.082%
32 16.800 2347 2351 2356 rBV4 4532 7298 0.35% 0.051%
33 16.924 2367 2372 2378 rVB3 8670 12421 0.59% 0.087%
34 17.018 2385 2388 2393 rVB3 7525 9686 0.46% 0.068%
35 17.082 2396 2399 2405 rVB2 5975 7566 0.36% ©.053%

36 17.264 2424 2430 2434 rBV 291820 445647 21.22% 3.116%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc :

ALS Vvial : 10 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-BG052124.MA.M
Title : SVOA CALIBRATION
37 17.306 2434 2437 2442 rVB 147334 193879 9.23% 1.356%
38 17.364 2442 2447 2451 rBV 280417 399435 19.02%  2.793%
39 17.670 2492 2499 2506 rBv2 15318 25576 1.22% 0.179%
40 17.846 2525 2529 2538 rVB7 4732 10690 0.51% 0.075%
41 18.140 2574 2579 2582 rBV 24047 35712 1.70% 0.250%
42 18.187 2582 2587 2592 rwV 37103 70016 3.33% 0.490%
43 18.228 2592 2594 2598 rVV 15375 16370 0.78% 0.114%
44 18.269 2598 2601 2604 rVvV2 7950 11683 0.56% 0.082%
45 18.334 2607 2612 2616 rBv4 32512 61490 2.93% 0.430%
46 18.375 2616 2619 2623 rVB2 17787 25908 1.23% 0.181%
47 18.451 2628 2632 2636 rBV5 5467 10921 0.52% 0.076%
48 18.639 2659 2664 2668 rBvV 25730 38472 1.83% 0.269%
49 18.686 2668 2672 2678 rVB2 29249 44869 2.14% 0.314%
50 18.880 2702 2705 2710 rVV5 8609 15117 0.72% 0.106%
51 18.939 2710 2715 2718 rvv3 7685 13232 0.63% 0.093%
52 18.974 2718 2721 2725 rVB3 8612 9870 0.47% 0.069%
53 19.057 2730 2735 2741 rBV5 18875 37188 1.77% 0.260%
54 19.115 2743 2745 2750 rVB6 5574 8161 ©.39% 0.057%
55 19.203 2755 2760 2766 rBV3 24370 45079  2.15% ©0.315%
56 19.321 2772 2780 2787 rBV 387634 553610 26.36% 3.871%
57 19.386 2787 2791 2794 rBV5 9860 15701 0.75% 0.110%
58 19.421 2794 2797 2799 rBV3 10101 13151 0.63% 0.092%
59 19.474 2802 2806 2809 rVv3 13558 16933 0.81% 0.118%
60 19.562 2819 2821 2829 rVB3 16339 24468 1.16% 0.171%
61 19.656 2831 2837 2840 rVV2 420549 658895 31.37% 4.607%
62 19.685 2840 2842 2850 rVB 354958 408130 19.43% 2.854%
63 19.756 2850 2854 2862 rVB4 21765 36804 1.75% 0.257%
64 19.867 2867 2873 2879 rBV 24444 39834 1.90% 0.279%
65 19.920 2879 2882 2884 rBv4 10302 10328 0.49% 0.072%
66 19.950 2885 2887 2890 rVB2 9299 10022 0.48% 0.070%
67 20.008 2890 2897 2904 rBv4 28171 79383 3.78% ©.555%
68 20.143 2915 2920 2922 rBV5 21900 34073 1.62% 0.238%
69 20.173 2922 2925 2932 rVB2 41550 78133 3.72% 0.546%
70 20.279 2937 2943 2946 rBV2 23144 34731 1.65% 0.243%
71 20.337 2946 2953 2957 rVWW3 37897 74823  3.56% ©0.523%
72 20.378 2958 2960 2963 rVB4 14391 11308 0.54% 0.079%
73 20.478 2972 2977 2980 rBV 27546 42187 2.01% 0.295%
74 20.519 2980 2984 2988 rVV 25834 40389 1.92% 0.282%
75 20.572 2990 2993 2997 rVB 33269 40686 1.94% 0.284%
76 20.690 3010 3013 3017 rVB5 16842 20432 0.97% 0.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc :

ALS Vvial : 10 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-BG052124.MA.M
Title : SVOA CALIBRATION
77 20.731 3017 3020 3023 rBVS5 10188 15515 ©.74% 0.108%
78 20.837 3036 3038 3042 rBVS5 7433 8815 0.42% 0.062%
79 20.931 3050 3054 3061 rVB 56750 87172 4.15% 0.609%
80 21.101 3078 3083 3088 rBV2 36333 75029 3.57% ©.525%
81 21.148 3088 3091 3094 rvV 36462 52818 2.51% ©.369%
82 21.183 3094 3097 3105 rVvV5 68558 178116 8.48% 1.245%
83 21.260 3106 3110 3117 rVB 54882 96093 4.57% 0.672%
84 21.377 3128 3130 3131 rBV2 9245 6580 ©0.31% 0.046%
85 21.413 3131 3136 3141 rVB 297654 378973 18.04%  2.650%
86 21.512 3145 3153 3158 rBV2 404044 929488 44.25% 6.499%
87 21.559 3158 3161 3168 rVB 176013 280134 13.34%  1.959%
88 21.706 3182 3186 3193 rVB2 36089 55034 2.62% ©.385%
89 21.912 3216 3221 3228 rBvV4 30769 64767 3.08% 0.453%
90 22.294 3281 3286 3292 rBV5 57859 106097 5.05% 0.742%
91 22.928 3390 3394 3406 rVBS 66211 159986 7.62% 1.119%
92 23.287 3452 3455 3466 rVB7 52640 105912 5.04% 0.741%
93 23.628 3505 3513 3521 rBV3 147085 467240 22.24%  3.267%
94 24.321 3624 3631 3637 rBV 76153 202724  9.65% 1.417%
95 24.391 3637 3643 3650 rVV3 178284 476304 22.68% 3.330%
96 24.462 3650 3655 3668 rVB 117122 322575 15.36%  2.255%
97 24.609 3671 3680 3688 rBV2 204763 570150 27.14%  3.986%
98 25.120 3761 3767 3775 rVB7 48444 125676 5.98% 0.879%
99 25.696 3861 3865 3878 rVB3 54080 138521 6.59% 0.969%
100 29.668 4539 4541 4542 rBV2 9883 7870 ©0.37% ©.055%
Sum of corrected areas: 14302599
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061328.D\data.ms
.081

1400000
1200000
1000000
800000
600000

400000

200000/ 43094714 - s81 0.678
7. 17 /- 9.039  9.761 10.30
o 33563 4.6'&2‘5.085 feeia? 8.598 7 9.59%10.085| 10813 11418

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG061328.D\data.ms

1400000
1200000
1000000
800000
600000

400000 .
4515 15.514 12664

200000 13.994.20 17/306
ﬁ Jl 456 %3 16.236 16, 1767648

T ‘ T 1T ‘ L ‘ T OTT ‘ T T ‘ L ‘ T L ‘ T L ‘ L ‘ T ‘ 1 T T ‘ T \\ \ ‘ T \ ‘ T \ \ T ‘ T 1T ‘ T T T ‘ L L ‘ T
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: BG061328.D\data.ms

o

1400000

1200000

1000000

800000

600000

400000

200000
. . 25.696
25.120 29 668

0\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ T

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\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 3-Buten-2-one, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.040 9.32 ng/ul 72447  1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 91
2 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 80
3 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 64
4 2-Butenal 70 C4H60 004170-30-3 42
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 39
Abundance Scan 9 (3.040 min): BG061328.D\data.ms (-6) (-) m/z 43.00 100.00%
43.0
5000
69.0
84.0 T T T T T T
510 ‘ 3.103.203.303.40
Ol RO 622 [ L n, a1.0 96.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1617: 3-Buten-2-one, 3-methyl-
43.0
5000 R R R R RN N
69.0 84.0 3.103.203.303.40
m/z 39.00 43.02%
0 \H‘\\H‘\\23;(‘)\3\5-\9‘\‘1\\i\\5\8\.‘0\\\\“\\\‘\\\\“\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1614: 3-Buten-2-one, 3-methyl-
43.0
R A REaREEaEE SR
3.103.203.303.40
5000 m/z 69.00 34.51%
15.0 69.0 84.0
27.0
55.0
0 H"NM“‘JMH$§Q}JM‘ywﬁ“‘u‘,‘u“‘m‘,‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1615: Ethanone, 1-cyclopropyl- e R
43.0 3.103.203.303.40
69.0 m/z 84.00 18.70%
5000
84.0
15.0 27.0
RS | O |
O e B R SRR R R R R s o ae AR
m/z--> 10 20 30 40 50 60 70 80 90 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 270.33 ng/ul 2100520 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 32
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
Abundance  Scan 16 (3.081 min): BG061328.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.0
‘ ‘ 3.103.203.303.403.50
0 H,mWm‘m‘_ummWm_w“‘191‘:9“””_””” m/z 43.05 60.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [T T[T T[T
43.0 3.103.203.303.403.50
‘ 87.0 m/z 55.00 40.88%
29.0 ‘
0 H’H\\“\\H“H!\‘!\Hg‘\o\\\“\}H‘HH‘HH‘HH‘\H\‘\H\‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
3.103.203.303.403.50
m/z 87.05 27.56%
5000 55.0
87.0
0“V‘Mbu‘w‘H‘_‘H‘H‘wth‘_‘“‘H‘w‘u‘“‘u‘u‘w‘u‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 3.103.203.303.403.50
87.0 m/z 41.05 17.96%
5000 41.0 55.0
27.0
0 Ii ‘ 112.0 129.0
“W“W‘H‘_“W‘H‘_“w‘H‘_“W‘H‘_“W‘H‘_“W‘H‘ EaReEERRRA e ]
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.763 2.48 ng/ul 19241 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-propoxy- 144 CS9H200 053685-78-2 47
2 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 43
3 Pyrrolidine, 3-methyl- 85 C5H11N 034375-89-8 35
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 28
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 28
Abundance Scan 132 (3.763 min): BG061328.D\data.ms (-127) (-) m/z 43.00 100.00%
43.0
5000
85.0
H 3.40 3.60 3.80 4.00

oHH_HW‘\‘MHH_H‘_m_m_m_m‘m m/z 85.00  32.82%

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

Abundance #24391.Hexane,11xopoxy-

43.0
5000 L L B L L I LN B
3.40 3.60 3.80 4.00
85.0 m/z 56.10 23.16%
O’
m/z--> 20 60 80 100 120 140 160 180
Abundance #61062: Hexane, 1,1'-oxybis-
43.0
85.0 L L e e
3.40 3.60 3.80 4.00
5000 m/z 83.95 17.16%
oL 150 H \ 65.0 H 115.0 143.0 186.0
“‘w““““w“‘w“‘ AR A S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1773: Pyrrolidine, 3-methyl- ammaanEE R
43.0 3.40 3.60 3.80 4.00
m/z 55.00 16.25%
5000
85.0
15.0 ‘
ol 0 s L
m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 4 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.863 7.73 ng/ul 60083  1,4-Dichlorobenzene-d4 7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 64
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 50
3 Methacrylamide 85 C4H7NO 000079-39-0 47
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 40
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 40

Abundance Scan 149 (3.863 min): BG061328.D\data.ms (-143) (-)
41.0

m/z 41.05 100.00%

85.0
5000
60.0
e e
‘ 1554 3.60 3.80 4.00 4.20
ot m/z 85.00 82.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4433: 2H-Pyran, tetrahydro-z-methyl-
41.0 83.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\

3.60 3.80 4.00 4.20
m/z 43.00 68.80%

67.0
O\\\\‘\\ H“‘\\\\‘\‘\\]\_(j{z\.\o\\‘\\\\‘\\\\‘\
m/z--> 40 100 120 140 160
Abundance #1739. 2—Pyrro|idinone
83.0

3.60 3.80 4.00 4.20

5000 420 m/z 39.00  35.35%
15.0 ‘

0k -

miz--> 20 40 60 80 100 120 140 160
Abundance #1734: Methacrylamide et A A
410 85.0 3.60 3.80 4.00 4.20
' m/z 42.00  29.60%

5000
68.0

m/z--> 20 40 60 80 100 120 140 160 3.60 3.80 4.00 4.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34

Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M

: 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.389 39.92 ng/ul 316186 1,4-Dichlorobenzene-dd  7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-ethyl- o8 c7H1a 004038-04-4 40

2 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 38
3 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 38
4 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 36
5 3-Penten-1-o0l, 2-methyl- 100 C6H120 062238-37-3 36
Abundance Scan 225 (4.309 min): BG061328.D\data.ms (-219) (-) m/z 41.00 100.00%
41.0
5000
1471 207.0 4.00 4.20 4.40 4.60
O, 14712070 3270 41504751 ., g9.10  67.95%

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

Abundance #3728: 1-Pentene, 3-ethyl-
41.0
5000 e e
4.00 4.20 4.40 4.60
98.0 m/z 43.00 50.66%
O“J‘J‘ ‘IJM 1 ‘

L L L L L L L D A B BB

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

Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
4.00 4.20 4.40 4.60
5000 m/z 55.00 33.98%
‘ | 150.0
0 I \‘ Al ‘H . l 1l

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

Abundance #15952: Butane, 2,3-dimethyl-2-nitro- P e
41.0 4.00 4.20 4.40 4.60
m/z 39.00 18.15%
5000
oLl Nl L
m/z--> 0 50 100 150 200 250 300 350 400 450 4.00 4.20 4.40 4.60

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:11 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.714  31.89 ng/ul 247818 1,4-Dichlorobenzene-d4 7.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (zZ)-1,3-Butadien-1-0l 70 C4H60 070415-58-6 36
2 1-Pentene, 5-bromo- 148 C5H9Br 001119-51-3 36
3 2-Butenoic acid, 4-nitrophenyl e... 207 C1OHONO4 014617-88-0 33
4 Vinyl crotonate 112 C6H802 014861-06-4 33
5 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 12
Abundance Scan 294 (4.714 min): BG061328.D\data.ms (-288) (-) m/z 40.95 100.00%
41.0
5000
R R ARAREEE SR
2071 4.40 4.60 4.80 5.00
obrr A BT0 147.0 U7 2009 3411 4011 n/z 69.00  52.46%
mlz--> 50 100 150 200 250 300 350 400
Abundance #626: (Z)-1,3-Butadien-1-ol
41.0
5000 LA L B L B L R
4.40 4.60 4.80 5.00
m/z 39.00 38.46%
0 \‘\“‘LM‘]ILL\ LN L L Y I B B B O
m/z--> 50 100 150 200 250 300 350 400
Abundance #26538: 1-Pentene, 5-bromo-
69.0
R RARARE AR
4.40 4.60 4.80 5.00
5000 m/z 42.95 29.76%
T T T A Ao o e o S o B
miz--> 50 100 150 200 250 300 350 400
Abundance  #83484: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
69.0 4.40 4.60 4.80 5.00
m/z 42.00 11.79%
5000
ol bl w0 eoro L L
m/z--> 50 100 150 200 250 300 350 400 4.40 4.60 4.80 5.00

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:12 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.085 2.68 ng/ul 20827 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide 59 C2H5NO 000060-35-5 47
2 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 43
3 (3,3-Dimethyloxiranyl)methanol 102 C5H1002 1010306-71-7 40
4 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 28
5 4,8,12,16-tetraoxaeicosan-1-0l 306 C16H3405 1010397-63-6 25

Abundance Scan 357 (5.085 min): BG061328.D\data.ms (-351) (-) m/z 59.00 100.00%

59.0
5000
b
84.0 207.1 4.80 5.00 5.20 5.40
Ol bbb e e e e e M/z 43.00 68.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #274: Acetamide
59.0
5000 \\\‘\\\\‘\M‘\\\\‘\\\\
4.80 5.00 5.20 5.40
15.0 m/z 41.00 67.07%
O' ‘\\\}\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4392: Oxetane, 2,2,4-trimethyl-
43.0
ERAREEEEEE R
4.80 5.00 5.20 5.40
5000 m/z 42.00 40.74%
85.0
S 1 | O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4874: (3,3-Dimethyloxiranyl)methanol AP e e
59.0 4.80 5.00 5.20 5.40
m/z 39.00 38.27%
31.0
5000
Ot T T T T T e e A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:13 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.187 3.14 ng/ul 70016  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2587 (18.187 min): BG061328.D\data.ms (-2582) (-  m/z 192.10 100.00%
1

19
5000
o b
165.0
18.00 18.50
39.0 609 825 1111 1371 213.2
o} m/z 191.05 56.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 /J\}\
5000 A T T A ‘ T \AA ‘ M\/\
18.00 18.50
m/z 189.05 34.67%
165.0
0 ‘39‘.0 63.0 9?-0 139.0‘ Lo
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67030: Anthracene, 1-methyl-
192.0
S LAV, | 8 S
18.00 18.50
5000 m/z 190.00  16.63%
165.0
0 27.0 63'0 96\'0 139'0‘ h‘ Al
B e B B e L R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl- — A
192.0 18.00 18.50
m/z 193.00 16.44%
5000
96.0 165.0 m
o 30 00 M P LY M
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:14 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.334 2.76 ng/ul 61490 Phenanthrene-die 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 53
H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 52
H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 43
ethyl diselenide 190 C2H6Se2 007101-31-7 30

uipHh wWN R
I e I T )

Abundance Scan 2612 (18.334 min): BG061328.D\data.ms (-2607) (- m/z 189.10 100.00%
189.1

I

5000 /\)\
945 18‘06 ‘J\‘ 18‘56
390 631 | 1151 1390 \ ' ' .
0 bt w‘wWm_wawmW m/z 196.10  82.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 MA —
940 1800 18.50
' m/z 192.05 68.25%
ol 390 630 | 1150 137.0 1630
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
1800 1850
5000 m/z 191.10  53.19%
95.0
430 830 | 1501370 1630
Otk et 8 2
miz--> 20 40 60 80 100 120 140 160 180
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene o in
189.0 1800 1850

m/z 94.50  16.43%

0 MMM

m/z--> 20 40 60 80 100 120 140 160 180 18 00 18.50

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:14 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 9,10-Anthracenedione Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.686 2.01 ng/ul 44869  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 91
2 9,10-Anthracenedione 208 C14H802 000084-65-1 91
3 9,10-Anthracenedione 208 C14H802 000084-65-1 83
4 9,10-Anthracenedione 208 C14H802 000084-65-1 80
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70

Abundance Scan 2672 (18.686 min): BG061328.D\data.ms (-2668) (- m/z 208.00 100.00%

180.0 208.0
152.0
5000
76.0
500 ‘ 0126.0 ‘\ | 1850 19.00
0 H‘Hm‘mp‘m“Mwmm‘J“W,H el m/z 180.00  85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0
5000 760 \/\A . ‘MA/\ ¥ - ‘/\AA‘/\
18.50 19.00
m/z 152.00 70.28%
50.0 126.0 /
O \\‘2\7\'\0\‘\\“\\“‘\\\H\“\“\‘\9\%“(\)\\\‘\“\\\’\\‘\‘\\\\“\\\\‘\H\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85295: 9,10-Anthracenedione
152.0 180.0 208.0
18.50 19.00
5000 76.0 m/z 151.00  48.28%
50.0
‘ 126.0 ‘
bz b hme b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85293: 9,10-Anthracenedione
180.0 208.0 18.50 19.00
152.0 m/z 75.95 18.91%
5000 76.0
50.0
oo |l opso 0 L L b
m/z--> 20 40 60 80 100 120 140 160 180 200 1850 19.00

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:15 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Cyclopenta(def)phenanthrenone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.203 2.02 ng/ul 45079  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 68
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 50
3 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 43
4 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 43
5 Tetracyano-p-quinodimethane 204 C12H4N4 001518-16-7 43

Abundance Scan 2760 (19.203 min): BG061328.D\data.ms (-2755) (- m/z 204.00 100.00%
204.0
5000 J\<
YLV
ag 380 150.0 - 19.00 19.50
0 w'ww”um\hww i ‘1” / “‘ ! o 30 w/z 176.00  41.60%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0

L A f\‘ Al 1| WW\”NWJ\

5000
19.00 19.50
88.0 m/z 206.68  23.57%
150.0 ‘
O L ‘ T \“\ ‘\ “‘ LI T ‘} T \“‘\ T ‘ L L ‘ T LI ‘ LI
miz—-> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
19.00 19.50
5000 m/z 205.10 18.94%
520 940 1500 H ‘
Y SR WIr SN TSI N 5 0 —
miz--> 50 100 150 200 250 300 {\M )
Abundance #80067: 9-Acridinecarbonitrile VR S
204.0 19.00 19.50

m/z 175.00  16.15%

- /\/WWJ
102.0
018-0 63'q‘ L ‘\ 1510 ; | UV W A Al

m/z--> 50 100 150 200 250 300 19.00 19.50

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:16 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 12 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.183 3.83 ng/ul 178116  Chrysene-di12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 38
2 p-Anisaldehyde phenylhydrazone 226 C14H14N20 000622-73-1 38
3 5-Methyl-1-phenyl-1,5-dihydro-py... 226 C12H10N40 1000300-02-1 38
4 Phosphonic acid, [(4-carboxyphen... 335 C16H18NO5P 037753-62-1 38
5 Isonipecotic acid, N-(3-methylbu... 311 C18H33NO3 1000360-99-1 35

Abundance Scan 3097 (21.183 min): BG061328.D\data.ms (-3094) (-  m/z 57.10 100.00%
57.1

226.1
5000
z]u 1 SUNE|SE RS
21.00 21.50
oLb— q‘\‘ ‘\‘“. l JH\‘ \‘mh‘l\‘m ‘M‘ ‘u mm M ) ‘m‘m‘u‘s‘o‘z‘]‘- ‘\%5‘?9‘ ‘4?‘8 “ ITI/Z 43.10 85.73%
mlz--> 50 100 150 200 250 300 350 400
Abundance #107264: Benzene, [4-(3-ethynylphenyl)-1,3-butadiynyl]-
226.0
5000 - Rees
21.00 21.50
m/z 226.10 73.67%
50.0 9§ .0 17‘4 .0 “
0\\‘\V\\‘\‘\‘[“\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #106817: p-Anisaldehyde phenylhydrazone
226.0
— v
21.00 21.50
5000 91.0 ITI/Z 55.00 49.12%
39.0 134.0
1L
O bl bbb
miz-> 50 100 150 200 250 300 350 400
Abundance #106319: 5-Methyl-1-phenyl-1,5-dihydro-pyrazolo[3,4-d]p e ——
226.0 21.00 21.50
m/z 41.00 35.76%
42.0
5000
‘ %1‘.0 142 0184.0 |
bbb i b 4 L s
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:17 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 7H-Benz[de]anthracen-7-one Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.260 2.07 ng/ul 96093  Chrysene-d12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 72
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 64
4 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 58
5 1-Pyrenecarboxaldehyde 230 C17H1e0 003029-19-4 56

Abundance Scan 3110 (21.260 min): BG061328.D\data.ms (-3106) (- m/z 230.10 100.00%

230.1
5000
2100 2150
1000 1760H | ’ )
0L 22 et “w L BLL8281  AOLT s 202.05  22.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #111823: 7TH-Benz[de]anthracen-7-one
230.0
5000 — AL
21.00 21.50
m/z 200.05 21.87%
0..500 1940 1500 |
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #111822: 7TH-Benz[de]anthracen-7-one
230.0
,‘N\ T ‘ T T ‘ T
21.00 21.50
5000 m/z 231.10  19.99%
101.0
‘ 1740“
ol mu”u“_Mwm‘mm\” T
miz--> 50 100 150 200 250 300 350 400
Abundance #111821: 6H-Benz[de]anthracen-6-one e —— WJ
230.0 21.00 21.50
m/z 201.10 15.14%
5000
101.0
50.0 “ 1740”
o"w‘MﬂwH;me\”u_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 2100 2150

SFAM-EPA-BG052124.MA.M Thu May 30 03:46:18 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.294 2.28 ng/ul 106097  Chrysene-di12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Diethylpentadecane 268 C19H40 1000360-41-0 38
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 38
3 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 30
4 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 30
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 30

Abundance Scan 3286 (22.294 min): BG061328.D\data.ms (-3281) (- m/z 57.10 100.00%
57.1

2421
5000
%90 ézbd éz%d
: 202.1 : :
ok ;‘\\ “‘“ ‘m‘h “M“‘mw\\w‘m Hm ol 9 | M\ NP H \\%8} ;1 ‘3‘26‘? - m/z 43.05 68.06%
m/z--> 50 100 150 200 250 300 350
Abundance #158614: 5,5-Diethylpentadecane
57.0
127.
5000 0 — —
239.0 22.00 22.50
m/z 242.10  53.21%
69.0
O\‘\“‘\‘“L\“‘\“\\‘}\\\\ }“\\‘1‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
P —
22.00 22.50
5000 m/z 71.05 47.64%
121.0
0 44.0 860 N 1630200q i H
e T A e
m/z--> 50 100 150 200 250 300 350
Abundance #126461: Benz[a]anthracene, 8-methyl- 7 —
242.0 22.00 22.50
m/z 85.10  27.21%
5000
121.0
ol222 ‘ 189-°M Ml Ty
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\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Octadecanamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.928 3.44 ng/ul 159986  Chrysene-di12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 76
2 Octadecanamide 283 C18H37NO 000124-26-5 76
3 Tetradecanamide 227 C14H29NO 000638-58-4 70
4 Tetradecanamide 227 C14H29NO 000638-58-4 70
5 Octadecanamide 283 C18H37NO 000124-26-5 68

Abundance Scan 3394 (22.928 min): BG061328.D\data.ms (-3390) (- m/z 59.00 100.00%
59.0

L

23.00

5000

97.1 207.0 256.0
155.2 326.1

0 m/z 55.10 63.16%
m/z--> 50 100 150 200 250 300 350
Abundance #177477: Octadecanamide
59.0
5000 L
23.00
m/z 72.00 45.12%
0 \‘ LH\ H‘ iy ]\_2\80 185.0 240.0 28\40
\\\\\\\\f‘\‘\‘\\‘\\\\‘\\\V‘\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #177476: Octadecanamide
59.0
A T ‘ N\\ T /m_f
23.00
5000 ITI/Z 41.05 44 .56%
150 ‘h li, 12?-0 198.0 240.0 283.0
oA by ey
m/z--> 50 100 150 200 250 300 350
Abundance #108043: Tetradecanamide —
59.0 23.00
m/z 43.05 41.24%
- WNM
L) 1140 18402270
e L ——
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\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 E-8-Hexadecen-1-o0l acetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.287 3.72 ng/ul 105912  Perylene-di2 24.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 E-8-Hexadecen-1-0l acetate

2 1,1'-Bicyclopentyl, 2-hexadecyl-
3 1,1'-Bicyclopentyl, 2-hexadecyl-
4 1,16-Hexadecanediol

5 3-Octenoic acid, heptyl ester

282 C18H3402
362 C26H50
362 C26H50
258 C16H3402
240 C15H2802

Abundance Scan 3455 (23.287 min): BG061328.D\data.ms (-3452) (-
A

1000131-01-1 70
055334-11-7 64
055334-11-7 64
007735-42-4 47
1000406-12-7 46

m/z 57.10 100.00%

57
5000 96.1
253.0 — —
153.1 202.0 2929 340.1 23.00 23.50
0 m/z 43.05 98.48%
m/z--> 50 100 150 200 250 300 350
Abundance #176227: E-8-Hexadecen-1-ol acetate
43.0
5000 82.0 —— —r
23.00 23.50
m/z 96.10 49.82%
L0 50 220 amng
(OS] “\‘1”“ \““ \‘ \“i”\"“ Ty \“ -t “\ T LA B
m/z--> 50 100 150 200 250 300 350
Abundance #272149: 1,1'-Bicyclopentyl, 2-hexadecyl-
43.0
82.0
—— t—
23.00 23.50
5000 137.0 m/Z 55.05 47.07%
292.0 362.0
ol L LAA Lyl 18102230 TP TTTT
m/z--> 50 100 150 200 250 300 350
Abundance #272150: 1,1'-Bicyclopentyl, 2-hexadecyl- T —
43.0 23.00 23.50
82.0 m/z 41.00 42.21%
5000 137.0
‘ 292.0 362.0
o lddid ) are0 220 U | T
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Benzo[j]fluoranthene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.321 7.11 ng/ul 202724  Perylene-di2 24.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 3631 (24.321 min): BG061328.D\data.ms (-3624) (-  m/z 252.10 100.00%

252.1
5000
A UL
125.1 108.1 24.00 24.50
0290 830 - 1981, 2971 8849 ./ 250.10  28.89%
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolK]fluoranthene
252.0
5000 /ﬂkﬂ\ ‘ LN
126.0 24.00 24.50
m/z 253.10 21.16%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
5 —
24.00 24.50
5000 m/z 251.05 9.93%
126.0
AN WL N
m/z--> 50 100 150 200 250 300 350 MK%
Abundance #138569: Benzolj]fluoranthene = — 5 7
252.0 24.00 24.50
m/z 125.10 7.46%
5000
126.0
0 84.0 m‘ H 2010\\ I
T A T e e LA = —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG052924\

Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Oxirane, hexadecyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.120 4.41 ng/ul 125676  Perylene-di12 24.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 60
3 1,22-Docosanediol 342 C22H4602 022513-81-1 46
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 43
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 38

Abundance Scan 3767 (25.120 min): BG061328.D\data.ms (-3761) (- m/z 57.00 100.00%
57.0
5000 06.1
266.1 LT LT
3721781 2221 310.2 355.1 25.00 25.50
0 “‘W“ m/z 43.05 99.79%
mlz--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 —r ——
25.00 25.50
24.0 m/z 55.00 85.89%
L ‘H H"\ | | 1660 21102500
0\\\\“‘\ \‘\‘\‘\h“m\h\”"H\‘\\‘\\\\‘\\\\‘\\
miz-> 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
—— —
25.00 25.50
5000 82.00 65.81%
24.0
L H‘ | L | | 166.0208.0 250.0
oL A b A e
miz--> 50 100 150 200 250 300 350
Abundance #251506: 1,22-Docosanediol WWWWWﬂWWM

55.0 25 00 25 50
m/z 69.10 53.04%

5000
6.0

0 Wﬁ | |, 18002220 30p-0

“ T
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Dodecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.696 4.86 ng/ul 138521  Perylene-di2 24.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 70
2 Heneicosane 296 C21H44 000629-94-7 70
3 Heneicosane 296 C21H44 000629-94-7 58
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 52
5 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 52

Abundance Scan 3865 (25.696 min): BG061328.D\data.ms (-3861) (-  m/z 57.05 100.00%

57.0
5000
— —
9.1 169.2 239.3281.1 4, 25.50 26.00
oL— ‘\“\‘\ Il “‘\h‘w\“ u “H\“‘\ i ‘\m \L L w‘m\‘\ I \‘\L \‘\ L L “ \““”i““}'”w | "\ e ITI/Z 43.00 65.31%
m/z--> 50 100 150 200 250 300 350
Abundance #193301: Dodecane, 1-iodo-
57.0
5000 — —
25.50 26.00
m/z 71.05 47 .30%
‘ 9.0 169.0 296.0
0 \“\ U‘“\ ‘1‘ T “ \‘\‘\ T “\ ‘\ T \2‘1\1\0\ T \“ LA
m/z--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
— —
25.50 26.00
5000 m/z 85.10 40.61%
9.0
296.0
189 | | )| | 1*018302250 |
o b b ey e
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane T ﬁﬂW%W?{Wt
57.0 25.50 26.00
m/z 55.00 30.12%
h WWWWW/\JWWW
9.0
141.0
o0 || Lu M0e0zsg 200
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\BG052924\
Data File : BG@61328.D

Acqg On : 29 May 2024 14:34
Operator : MA/JU

Sample : P2568-12

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@52124.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|
3-Buten-2-one, 3.040 9.3 ng/ul 72447 1 7.881 155405 20.0
Butane, 2-metho... 3.081 270.3 ng/ul 2100520 1 7.881 155405 20.0
unknown-01 3.763 2.5 ng/ul 19241 1 7.881 155405 20.0
2H-Pyran, tetra... 3.863 7.7 ng/ul 60083 1 7.881 155405 20.0
(DEL) Alkane: S... 4.309 39.9 ng/ul 310186 1 7.881 155405 20.0
unknown-02 4.714 31.9 ng/ul 247818 1 7.881 155405 20.0
unknown-03 5.085 2.7 ng/ul 20827 1 7.881 155405 20.0
Phenanthrene, 1... 18.187 3.1 ng/ul 70016 4 17.265 445647 20.0
4H-Cyclopenta[d... 18.334 2.8 ng/ul 61490 4 17.265 445647 20.0
9,10-Anthracene... 18.686 2.0 ng/ul 44869 4 17.265 445647 20.0
Cyclopenta(def)... 19.203 2.0 ng/ul 45079 4 17.265 445647 20.0
unknown-04 21.183 3.8 ng/ul 178116 5 21.518 929488 20.0
7H-Benz[de]anth... 21.260 2.1 ng/ul 96093 5 21.518 929488 20.0
(DEL) Alkane: S... 22.294 2.3 ng/ul 106097 5 21.518 929488 20.0
Octadecanamide 22.928 3.4 ng/ul 159986 5 21.518 929488 20.0
E-8-Hexadecen-1... 23.287 3.7 ng/ul 105912 6 24.609 570150 20.90
Benzo[j]fluoran... 24.321 7.1 ng/ul 202724 6 24.609 570150 20.0
Oxirane, hexade... 25.120 4.4 ng/ul 125676 6 24.609 570150 20.0
Dodecane, 1-iodo- 25.696 4.9 ng/ul 138521 6 24.609 570150 20.0
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