LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BGR61970.D

Acqg On : 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc :

ALS vial : 7 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-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61970.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.757 74 80 84 rBV2 9745 16762 0.22% 0.014%
2 7.271 667 678 692 rBV3 220506 626373 8.06% 0.508%
3 7.418 696 703 710 rW 86172 147142 1.89% 0.119%
4 7.512 712 719 729 rVWW 742353 1206385 15.53% 0.978%
5 7.658 731 744 755 rVV2 492582 1052158 13.54% 0.853%
6 8.134 819 825 833 rVB 1112951 2001981 25.77% 1.624%
7 8.452 870 879 887 rVW 1145249 1965626 25.30% 1.594%
8 8.804 931 939 945 rBV 170882 295666 3.81% 0.240%
9 8.898 945 955 963 rBV 1116459 1944353 25.03% 1.577%
10 9.180 995 1003 1010 rBV 599269 1036218 13.34%  0.840%
11  9.262 1010 1017 1020 rVV 140843 256043 3.30% 0.208%
12 9.304 1020 1024 1031 rVB2 229233 383023 4.93% 0.311%
13 9.826 1104 1113 1121 rVB 1385270 2365555 30.45% 1.919%
14  9.985 1132 1140 1141 rBV 140082 204487 2.63% 0.166%
15 10.014 1141 1145 1153 rVB2 263363 476723 6.14% 0.387%

16 10.126 1156 1164 1171 rBV2 54317 96488 1.24%
17 10.308 1188 1195 1203 rVB 981993 1593037 20.51%
18 10.555 1224 1237 1244 rBV2 771700 1684296 21.68%

(ORI
w
o))
(o))
R

19 10.908 1286 1297 1305 rBV 251703 452678 5.83% 367%
20 11.037 1310 1319 1333 rBV 160464 320622 4.13% 260%
21 11.231 1344 1352 1359 rVB 1054941 1773632 22.83% 1.439%
22 11.636 1416 1421 1426 rBv4 25882 45414 0.58% 0.037%
23 12.171 1506 1512 1521 rBV 482611 793604 10.22%  0.644%
24 12.447 1555 1559 1564 rBV2 13184 18139 ©.23% 0.015%
25 12.553 1569 1577 1588 rVB 627282 1094948 14.09%  0©.888%
26 12.952 1641 1645 1653 rVVv2 20266 33532 0.43% 0.027%
27 13.158 1672 1680 1686 rBV 1918839 3149310 40.54%  2.554%
28 13.222 1686 1691 1699 rVB 467906 774932  9.97% 0.629%
29 13.634 1756 1761 1767 rVB5 14834 27048 0.35% 0.022%
30 13.710 1770 1774 1779 rVB4 9712 16617 0.21% 0.013%
31 13.875 1795 1802 1808 rBV7 7118 17708 0.23% 014%

32 14.121 1834 1844 1850 rBV 479945 744430  9.58%
33 14.298 1866 1874 1880 rBV 2560125 4145643 53.36%
34 14.415 1886 1894 1897 rBV 448347 799712 10.29%
35 14.715 1938 1945 1950 rBV 382674 621296  8.00%

OO wWoeoe
w
(o))
N
R

36 14.785 1950 1957 1967 rVB 2100481 3199307 41.18% 2.595%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BGR61970.D

Acqg On : 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc :

ALS vial : 7 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-BG070224.MA.M
Title : SVOA CALIBRATION
37 14.938 1971 1983 1991 rBV2 2559531 5322425 68.51% 4.317%
38 15.026 1993 1998 2001 rvv3 32877 56638 0.73% 0.046%
39 15.085 2001 2008 2016 rVB 1896762 2949011 37.96% 2.392%
40 15.338 2046 2051 2056 rBV4 33906 55113 0.71% 0.045%
41 15.567 2088 2090 2095 rVB4 15316 18286 0.24% 0.015%
42 15.708 2105 2114 2117 rBV 644934 980595 12.62% 0.795%
43 15.767 2117 2124 2129 rVV2 3622145 6880802 88.57% 5.581%
44 15.819 2129 2133 2141 rVB 299033 444151 5.72% 0.360%
45 16.013 2160 2166 2172 rBV 60781 92201 1.19% 0.075%
46 16.237 2200 2204 2209 rBV6 17194 33533 0.43% 0.027%
47 16.342 2218 2222 2228 rVB5 14435 25582 ©0.33% 0.021%
48 16.430 2228 2237 2242 rBV9 25861 60495 0.78% 0.049%
49 16.595 2260 2265 2268 rBv4 19654 26722 0.34% 0.022%
50 16.648 2268 2274 2279 rBV 763748 1115091 14.35% 0.904%
51 16.765 2285 2294 2301 rBV 3859431 6029178 77.61% 4.890%
52 16.971 2325 2329 2336 rBvVv7 13286 26466 0.34% 0.021%
53 17.106 2342 2352 2364 rBV 2724114 4391469 56.53% 3.562%
54 17.230 2370 2373 2384 rVB9 23623 64639 0.83% 0.052%
55 17.459 2404 2412 2415 rBV 502484 770909  9.92% 0.625%
56 17.500 2415 2419 2424 rVV 1104763 1698875 21.87% 1.378%
57 17.559 2424 2429 2432 rVV2 741341 1232814 15.87% 1.000%
58 17.594 2432 2435 2443 rVB 1173818 1583012 20.38% 1.284%
59 17.723 2452 2457 2459 rBv4 14037 20600 0.27% 0.017%
60 17.846 2468 2478 2483 rBV8 18760 44461 0.57% 0.036%
61 18.058 2508 2514 2518 rBV8 23726 45610 0.59% 0.037%
62 18.105 2518 2522 2530 rVB2 79508 101229 1.30% 0.082%
63 18.334 2556 2561 2568 rBV2 104922 155715 2.00% 0.126%
64 18.411 2568 2574 2580 rVV 3813561 4988384 64.21% 4.046%
65 18.463 2581 2583 2589 rVB7 13840 20668 0.27% 0.017%
66 18.516 2589 2592 2594 rBV4 13063 15857 ©0.20% 0.013%
67 18.622 2605 2610 2614 rBV5 15122 22862 0.29% 0.019%
68 18.693 2620 2622 2625 rVVv4 12059 19837 0.26% 0.016%
69 18.869 2646 2652 2657 rBV2 115838 169298 2.18% 0.137%
70 19.098 2689 2691 2697 rVB5 16097 18825 0.24% 0.015%
71 19.239 2711 2715 2717 rBV5 28488 39614 0.51% 0.032%
72 19.274 2717 2721 2724 rVB2 114065 135311 1.74% 0.110%
73 19.398 2738 2742 2747 rVB3 45088 58669 0.76% 0.048%
74 19.509 2754 2761 2767 rVB 3832185 5663712 72.90% 4.594%
75 19.597 2773 2776 2779 rVB5 23883 24656 0.32% 0.020%
76 19.744 2798 2801 2806 rVB2 35654 53093 0.68% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BGR61970.D

Acqg On : 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc :

ALS vial : 7 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-BG070224.MA.M
Title : SVOA CALIBRATION
77 19.838 2810 2817 2819 rBV 924082 1449203 18.65% 1.175%
78 19.868 2819 2822 2828 rVB 1798728 2431905 31.30% 1.972%
79 19.968 2836 2839 2849 rBV 29219 55721 0.72% 0.045%
80 20.320 2898 2899 2902 rBV3 15225 19810 0.25% 0.016%
81 20.349 2902 2904 2909 rVB6 23698 26941 0.35% 0.022%
82 20.490 2925 2928 2931 rBVS5 29078 31835 0.41% 0.026%
83 20.737 2965 2970 2975 rVB 1056945 1293104 16.64% 1.049%
84 21.348 3071 3074 3084 rBv4 72363 127170 1.64% 0.103%
85 21.507 3099 3101 3105 rVB5 34627 39233 0.51% 0.032%
86 21.601 3110 3117 3123 rVB 4476723 6283751 80.88% 5.097%
87 21.707 3127 3135 3141 rBV 3042491 5924021 76.25% 4.805%
88 21.777 3141 3147 3158 rVB 4469340 7768756 100.00% 6.301%
89 22.717 3304 3307 3311 rBVS 34839 44164 0.57% 0.036%
90 23.205 3387 3390 3397 rVB9 31581 54847 0.71% 0.044%
91 23.945 3503 3516 3524 rBV 2701489 7209819 92.81% 5.848%
92 24.016 3524 3528 3532 rVB3 50667 95390 1.23% 0.077%
93 24.738 3642 3651 3656 rBV 421646 1194049 15.37% 0.968%
94 24.809 3657 3663 3674 rVB 601289 1631428 21.00% 1.323%
95 24.956 3679 3688 3700 rVB2 292533 877535 11.30% 0.712%
96 26.119 3877 3886 3894 rBV8 57913 190484 2.45% 0.154%
97 27.470 4111 4116 4119 rBV7 20649 46601 0.60% ©0.038%
98 28.734 4305 4331 4351 rVB 825252 4489194 57.79% 3.641%
99 29.803 4500 4513 4532 rVB2 226140 1156528 14.89% 0.938%
100 30.872 4693 4695 4698 rBV4 11440 14801 0.19% 0.012%

Sum of corrected areas: 123293586

SFAM-EPA-BGO70224.MA.M Wed Jul 10 ©6:24:05 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061970.D\data.ms

4000000

3000000

2000000

9.826
8.138.452 8.898 10.308 11.231
1000000
7.512 1 10.555 2.553
658 9.180 12.171%
7.27 %%gg 1
b 3757 /% A 8'? 4 22 % Qﬁ” 11636 J|12.447 12.¢ 95
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\W_Y_\’—Y_F\\ [l T ‘\
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG061970.D\data.ms
2180¥77
4000000 16.765 18.411 19.509
15.767
21.707
3000000 17106
14.298 14.938
14.78
20000001-158 .085 19.868
1} 5684 20.737
1000000 16.648 17859
15.708
222 14.1221,415 17.
. 151819 2184 J7 —
ol 1Bmer 026.358671.6.0 4 %awR i_ 1230 1 7.7 2% 360N 7840 GRIRSASO0 227
T e ARVAINES Luk Akt AU St R e S kb e e e T
Time--> 1350 1400 14550 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 1950 20.00 20,50 21.00 2150 22.00 22.50
Abundance TIC: BG061970.D\data.ms
4000000
3000000 23.045
2000000
1000000 24800 28.734
956
29.803
| 23205 24016 /\ 26.119 27.470 30.872
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\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46

Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .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 1 Benzene, 1,3-dichloro- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.452 19.64 ng/ul 1965630 1,4-Dichlorobenzene-d4 8.093
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dichloro- 146 C6H4AC12 000541-73-1 97
2 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 97
3 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 97
4 Benzene, 1,2-dichloro- 146 C6HA4C12 000095-50-1 97
5 Benzene, 1,4-dichloro- 146 C6HAC12 000106-46-7 96
Abundance Scan 879 (8.452 min): BG061970.D\data.ms (-870) (-) m/z 146.00 100.00%
146.0
5000 75.0 /\
e EEamEEREEE
‘ ‘ 8.20 8.40 8.60 8.80
ol i AN 2104 89T L) 1ug.60  67.26%
miz--> 50 100 150 200 250 300 350
Abundance #25341: Benzene, 1,3-dichloro-
146.0
5000 L B B LI LN B
8.20 8.40 8.60 8.80
75.0 m/z 111.00 51.11%
02§;9‘l“\\““\“\’1“\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
miz--> 50 100 150 200 250 300 350
Abundance #25334: Benzene, 1,4-dichloro-
146.0
T EmEREEE
8.20 8.40 8.60 8.80
5000 m/z 75.00 45.41%
75.0 ‘
T3 S N
m/z--> 50 100 150 200 250 300 350
Abundance #25343: Benzene, 1,4-dichloro- e A RRARRE
146.0 8.20 8.40 8.60 8.80
m/z 49.95 33.71%
5000
75.0
02894 ‘ 78 NS A -
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 2,6,6-Trimethyl-2-cyclohexe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.126 4.26 ng/ul 96488 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,6-Trimethyl-2-cyclohexene-1,... 152 C9H1202 001125-21-9 90
2 2,6,6-Trimethyl-2-cyclohexene-1,... 152 C9H1202 001125-21-9 87
3 2,6,6-Trimethyl-2-cyclohexene-1,... 152 C9H1202 001125-21-9 78
4 2,6,6-Trimethyl-2-cyclohexene-1,... 152 C9H1202 001125-21-9 72
5 1-(1H-Imidazol-2-yl)-2,2-dimethy... 152 C8H12N20 061985-30-6 59
Abundance Scan 1164 (10.126 min): BG061970.D\data.ms (-1156) (- | m/z 68.00 100.00%
68.0
5000 /\ /\
P —
‘ 152.1 3397 288, 10.00 10.50
,‘waﬂwwM“uHu‘mwHH_m"w,w,w; m/z 96.00 54.78%

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30246: 2,6,6-Trimethyl-2-cyclohexene-1,4-dione

Jadd

5000
152.0 10.00 10.50
m/z 39.00 36.79%
0!11‘5??‘\‘f“‘ ”““‘\“““w“H‘\H‘wHH\HHWH!HH!HH\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30251: 2,6,6-Trimethyl-2-cyclohexene-1,4-dione
68.0
10.‘00 10.‘50
5000 ITI/Z 40.00 36.54%
152.0
0}5'@1\“vv /\
miz—> 0 50 100 150 200 250 300 350 400 450 /\\ /\
Abundance  #30250: 2,6,6-Trimethyl-2-cyclohexene-1,4-dione Y : ‘f\m
68.0 10.00 10.50

m/z 41.00 20.70%

5000 152.0 f\
Olsph T | L L /\

o Py
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.636 2.01 ng/ul 45414  Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 60
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 60
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 60
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
5 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 59
Abundance Scan 1421 (11.636 min): BG061970.D\data.ms (-1416) (-~ | m/z 94.00 100.00%
94.0
5000 /L
45'1 152 1 T ‘ T T T ‘ T
H‘ “ ||, ] 2220 3034 3859 441 11.50 12.00
Ol Ly PR S m/z 77.0 29.73%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 J\M U
11.50 12.00
m/z 45.10  24.22%
45.0 ‘ 152.0
O‘\‘\‘\‘L“w‘\“\}\\“\\\\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #30117: 1-Phenoxypropan-2-ol
94.0 A
YT e
11.50 12.00
5000 m/z 66.00 22.55%
152.0
45.0 ‘ ‘
o_mkw‘}”“‘wm‘um‘HH,HH,HH_MWH
m/z--> 0 50 100 150 200 250 300 350 400 ﬂ
Abundance #30123: 1-Phenoxypropan-2-ol T M A N N
94.0 11.50 12.00

m/z 65.00  22.23%

5000

39.0 152.0

J\‘} ‘ ] Ll MM

m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BGO70224 .MA.M

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 1,1'-Biphenyl, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.013 2.97 ng/ul 92201  Acenaphthene-dile 14.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 96
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 96
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 89
4 2-Allylnaphthalene 168 C13H12 002489-87-4 81
5 Diphenylmethane 168 C13H12 000101-81-5 81
Abundance Scan 2166 (16.013 min): BG061970.D\data.ms (-2160) (- | m/z 168.00 100.00%
168.0
5000
82.5 115.1 L T
51.0 206.8 280.8 . 16.00
0 0T 2452808312 s 167,10 76.78%
miz--> 50 100 150 200 250 300
Abundance #43633: 1,1'-Biphenyl, 2-methyl-
168.0
5000 — :
16.00
m/z 165.00  41.79%
39.0 8301150 H
ob— “ “ ‘\‘\‘\Hh“‘h\‘\ [ ‘\\‘ \‘\ H‘HH‘ T R R R
miz-> 50 100 150 200 250 300
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
LN T
16.00
5000 m/z 153.05 24.41%
1o Touse
ol by Ly bl
m/iz--> 50 100 150 200 250 300 A
Abundance #43641: 1,1"-Biphenyl, 2-methyl- W LW | N T
168.0 16.00
m/z 152.05 19.07%
5000
1150 ‘ /\M
0. F%MM sl 1) SRR Y| 1 UYL
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 5 Tridecanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.105 2.63 ng/ul 101229  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86

Abundance Scan 2522 (18.105 min): BG061970.D\data.ms (-2518) (- | m/z 74.00 100.00%
74.0
5000 k
\/}\ T ‘A T T il T
‘H 143.1 199.1 2613 | 18.00 18.50
ol ekl Ll o3 4% g7.00 73.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #109335: Tridecanoic acid, methyl ester
74.0
5000 N AAM«
18.00 18.50
143.0 m/z 43.10 69.40%
# ‘H Mabar | ‘ 1910
0 \\\\‘\\‘\‘\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109337: Tridecanoic acid, methyl ester
74.0
ey —
18.00 18.50
5000 m/z 41.05 50.75%
H | 14‘3 0 197.0
0 H‘U“JJMﬁH\““‘“‘H““““H‘,“““H‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester —— e
74.0 18.00 18.50
m/z 55.00 47 .52%
5000
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\

BGO61970.D
9 Jul 2024 11:46
: MA/JU
: P3035-30
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M
: SVOA CALIBRATION

¢ 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 6 Tetradecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.334 4.04 ng/ul 155715  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 64
2 Nonanoic acid 158 C9H1802 000112-05-0 58
3 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 2561 (18.334 min): BG061970.D\data.ms (-2556) (- | m/z 43.00 100.00%
129.1 213.2 T T T
349.8 461 18.00 18.50
0“‘ﬂ‘ ; . m/z 60.00 84.42%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid
73.0
5000
129.0 18.00 18.50
228.0 m/z 57.00 79.33%
0 T }h M‘\”\ lf%\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35300: Nonanoic acid
60.0
— —
18.00 18.50
5000 m/z 41.00 72.17%
115.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #46984: 8-Methylnonanoic acid — =
43.0 129.0 18.00 18.50
m/z 73.00 69.09%
5000
oL ALl J‘J“
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 9,10-Anthracenedione Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.869 4.39 ng/ul 169298  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9,10-Anthracenedione 208 C14H802 000084-65-1 98
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 95
4 9,10-Anthracenedione 208 C14H802 000084-65-1 94
5 9,10-Anthracenedione 208 C14H802 000084-65-1 94
Abundance Scan 2652 (18.869 min): BG061970.D\data.ms (-2646) (- | m/z 180.05 100.00%
180.1
5000 76.0
126.0 T T
39 H ‘ \ 26553033341 o0 19.00
ol Ao B b L 2099988 SSH /7 208,18 99.90%
miz-> 50 100 150 200 250 300
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0 [ e
18.50 19.00
394 ‘ 126.0 m/z 152.05 88.85%
O “\. “ \“ \“‘\M H"‘h\‘ \“‘\ T ‘\ \‘h ™ ‘\ L B s
miz--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 | 208.0
A‘ g e
18.50 19.00
5000 76.0 m/z 151.00  45.84%
o2 lme | | L
miz--> 50 100 150 200 250 300 A
Abundance #54969: Benzol[c]cinnoline — s
152.0 18.50 19.00
m/z 76.00 42.55%
5000
76.0
o“%%'a“w“w%,l‘3;¢”‘H‘WHH,HH_H‘ — —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 6-Octadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.274 3.51 ng/ul 135311  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 97
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 97

Abundance Scan 2721 (19.274 min): BG061970.D\data.ms (-2717) (- m/z 55.00 100.00%
55.0
20 ’\WMM
264.1 "o nn Toen
19.00 19.50
318.0 426.1 497.
ol m/z 41.00 86.00%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0
5000 — —
19.00 19.50
264.0 m/z 69.10 67.02%
iz,
0 \‘\1 “' I \m\\“\\M\‘\J\‘\‘“}”\\‘\‘\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194447: 6-Octadecenoic acid, methyl ester, (2)-
41.0
—— —
19.00 19.50
5000 6.0 m/z 74.00 62.35%
264.0
1l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194419: 10-Octadecenoic acid, methyl ester -t ‘JL‘ A -
55.0 19.00 19.50
m/z 83.05 60.40%
5000
‘ 264.0
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Octadecane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.016 2.17 ng/ul 95390  Perylene-di12 24.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 53
2 Tricosane, 2-methyl- 338 (C24H50 001928-30-9 47
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 47
4 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 47
5 Octadecane 254 C18H38 000593-45-3 46

Abundance Scan 3528 (24.016 min): BG061970.D\data.ms (-3524) (- | m/z 57.00 100.00%
57.0

5000 WWWMVWM¢Jf&WM%WWWWW
‘ 24.00 |
24.1 19392532 32 ‘ :
o‘H"“‘ﬂw"”ﬂw“wmmu«‘H\m“3‘”53‘3?‘1““””_”?‘1‘3" m/z 43.1 55.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 — ‘
24.00
m/z 71.05 32.78%
0 \‘\ i hl\\.\unl.75023102880
‘\\\‘\\\\‘\\\\‘\\\1T\!\‘!\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246492: Tricosane, 2-methyl-
43.0
T \
24.00
5000 ITI/Z 85.10 32.33%
0 m | 15502110 290
e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246491: Tricosane, 2-methyl- T ‘
43.0 24.00
m/z 41.00 27.74%
5000

3

L

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BG@61970.D

Acq On 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Sulfurous acid, butyl hepta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.119 4.34 ng/ul 190484  Perylene-di2 24.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72
2 Behenyl chloride 344 C22H45C1 042217-03-8 72
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 3886 (26.119 min): BG061970.D\data.ms (-3877) (- | m/z 57.00 100.00%

57.0
5000
113.1 e ——
1891 253.1 26.00 26.50
ol dbib Ly 2502 258 | 33893950 4570 oo, oy

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

Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0

%

5000
26.00 26.50
m/z 71.10 47.32%
O l‘ \‘ﬂﬂ\\‘\l‘\g‘}gg\q‘\?\319‘0\\2\9\]_‘(\)\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #253708: Behenyl chloride
57.0
— —
26.00 26.50
5000 ITI/Z 85.10 42.32%

| Wﬁﬁ’,%ﬁﬁp 2450 30

I e B

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

Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0 26.00 26.50

m/z 55.05 30.31%

o

%

5000

é

1.0

O e e e — —
miz-> 0 50 100 150 200 250 300 350 400 450 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070824\
Data File : BGO61970.D

Acqg On : 9 Jul 2024 11:46
Operator : MA/JU

Sample : P3035-30

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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|
Benzene, 1,3-di... 8.452 19.6 ng/ul 1965630 1 8.093 2001980 20.0
2,6,6-Trimethyl... 10.126 4.3 ng/ul 96488 2 10.908 452678 20.0
1-Phenoxypropan... 11.636 2.0 ng/ul 45414 2 10.908 452678 20.0
1,1'-Biphenyl, ... 16.013 3.0 ng/ul 92201 3 14.721 621296 20.0
Tridecanoic aci... 18.105 2.6 ng/ul 101229 4 17.459 770909 20.0
Tetradecanoic acid 18.334 4.0 ng/ul 155715 4 17.459 770909 20.0
9,10-Anthracene... 18.869 4.4 ng/ul 169298 4 17.459 770909 20.0
6-Octadecenoic ... 19.274 3.5 ng/ul 135311 4 17.459 770909 20.0
Octadecane, 1-c... 24.016 2.2 ng/ul 95390 6 24.962 877535 20.0
Sulfurous acid,... 26.119 4.3 ng/ul 190484 6 24.962 877535 20.0
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