LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BGO61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc :

ALS Vvial : 12 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: BGO61429.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.076 9 15 33 rVB 1713522 2990013 100.00% 17.421%
2 3.334 54 59 65 rvB3 7896 11666 0.39% 0.068%
3 3.611 101 106 113 rVWV 12334 20851 0.70% 0.121%
4 3,746 124 129 143 rW 66988 115645 3.87% 0.674%
5 3.857 143 148 156 rVB2 19676 29303 0.98% 0.171%
6 4.980 335 339 344 rVB3 4483 6993 0.23% 0.041%
7 5.079 350 356 361 rBV2 3577 5531 ©0.18% 0.032%
8 5.955 499 505 513 rVB 7664 12448 0.42% 0.073%
9 7.065 687 694 706 rVB 157240 274940 9.20% 1.602%
10 7.206 711 718 727 rW 99953 164700 5.51% 0.960%
11 7.418 746 754 760 rBV 151895 258857 8.66% 1.508%
12 7.465 760 762 766 rVvV3 3463 4994 0.17% 0.029%
13 7.876 823 832 838 rBV 128985 212642 7.11% 1.239%
14 7.935 838 842 849 rVB4 6572 9886 ©.33% 0.058%
15 8.593 948 954 964 rBV 153170 255038 8.53% 1.486%
16 9.034 1021 1029 1037 rVB 157465 269449 9.01% 1.570%
17 9.586 1118 1123 1129 rBV2 18337 29550 ©0.99% 0.172%
18 9.756 1144 1152 1158 rBvV2 122951 214859  7.19%  1.252%
19 10.303 1239 1245 1257 rBV 194578 337481 11.29% 1.966%
20 10.673 1300 1308 1314 rBV 160191 288414 9.65% 1.680%
21 10.808 1323 1331 1339 rBV 133928 235679 7.88% 1.373%
22 11.196 1392 1397 1403 rVB3 7225 11095 0.37% 0.065%
23 11.407 1424 1433 1442 rBV3 14791 30158 1.01% 0.176%
24 12.253 1570 1577 1582 rVB3 3432 4681 0.16% 0.027%
25 12.330 1582 1590 1595 rBV2 2855 4485 0.15% 0.026%
26 13.334 1757 1761 1767 rVB4 3925 6288 0.21% 037%
27 13.828 1840 1845 1850 rBV2 2615 4603 0.15% 027%

28 13.916 1850 1860 1867 rVV 370176 524491 17.54%

OwWwoo
[
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(o))
R

29 14.204 1902 1909 1919 rVB 391088 608334 20.35% 5447%
30 14.410 1940 1944 1948 rVB2 4612 5754 0.19% 034%
31 14.510 1953 1961 1967 rVV 290374 441849 14.78%  2.574%
32 14.580 1967 1973 1978 rVB4 6326 10938 0.37% 0.064%
33 14.750 1990 2002 2012 rBV2 101150 223899 7.49%  1.305%
34 14.874 2019 2023 2026 rBV4 5704 6305 0.21% ©0.037%
35 14.909 2026 2029 2032 rBV2 6123 7915 0.26% 0.046%
36 15.303 2092 2096 2099 rBvV4 4590 7290 0.24% 0.042%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BGO61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc :

ALS Vvial : 12 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 15.362 2103 2106 2110 rvB2 4582 5503 ©0.18% 0.032%
38 15.508 2122 2131 2136 rBV 518437 793864 26.55% 4.625%
39 15.561 2136 2140 2149 rVWVv4 16298 25405 0.85% 0.148%
40 15.649 2149 2155 2166 rVV 155593 248545 8.31% 1.448%
41 15.855 2186 2190 2192 rBvV2 4534 5816 ©0.19% 0.034%
42 16.231 2248 2254 2255 rBvV3 6647 10130 0.34% 0.059%
43 16.795 2346 2350 2355 rBV4 10649 16472 ©.55% 0.096%
44 16.836 2355 2357 2360 rVV3 3493 4921 0.16% 0.029%
45 16.913 2367 2370 2377 rVB3 10336 170689 0.57% 0.100%
46 17.018 2385 2388 2391 rVvv5 5432 7058 0.24% 0.041%
47 17.077 2394 2398 2403 rVB2 6188 10240 0.34% 0.060%
48 17.259 2423 2429 2433 rBV 387809 591845 19.79%  3.448%
49 17.300 2433 2436 2441 rVWV 147594 215007 7.19% 1.253%
50 17.359 2441 2446 2456 rVV2 595069 900466 30.12% 5.246%
51 17.447 2456 2461 2467 rVV5 7292 12838 0.43% 0.075%
52 17.571 2480 2482 2487 rVB5 6427 8391 0.28% 0.049%
53 17.641 2487 2494 2495 rBvV3 7821 12058 0.40% 0.070%
54 17.665 2495 2498 2504 rVB 15637 21244 0.71% 0.124%
55 17.847 2526 2529 2536 rvB4 7099 11786 ©0.39% 0.069%
56 18.064 2561 2566 2568 rVB5 4331 5440 0.18% 0.032%
57 18.141 2574 2579 2580 rBV 28677 38534 1.29% 0.225%
58 18.164 2580 2583 2585 rvv 46554 69605 2.33% 0.406%
59 18.188 2585 2587 2591 rVB 46471 51409 1.72% 0.300%
60 18.270 2597 2601 2605 rVB3 8894 16399 0.55% 0.096%
61 18.335 2605 2612 2615 rBV3 40516 77654 2.60% 0.452%
62 18.370 2615 2618 2622 rVB2 19567 27712 0.93% 0.161%
63 18.446 2627 2631 2635 rBV6 7501 11528 0.39% 0.067%
64 18.487 2635 2638 2639 rVv3 8736 9714 0.32% 0.057%
65 18.534 2643 2646 2649 rVV5 8566 14857 0.50% 0.087%
66 18.581 2652 2654 2656 rVv2 8059 7158 0.24% 0.042%
67 18.640 2660 2664 2668 rVV 25204 41516 1.39% 0.242%
68 18.681 2668 2671 2677 rVB5 29506 43613 1.46% 0.254%
69 18.758 2683 2684 2688 rBV4 5061 6204 0.21% 0.036%
70 18.881 2699 2705 2710 rBV7 10963 21123 0.71% 0.123%
71 18.940 2710 2715 2717 rBV2 12079 16065 ©0.54% 0.094%
72 18.975 2719 2721 2724 rVB4 11310 10859 0.36% 0.063%
73 19.016 2724 2728 2729 rBV4 8900 9828 0.33% 0.057%
74 19.057 2731 2735 2741 rVV3 23123 39876 1.33% 0.232%
75 19.110 2741 2744 2745 rVV3 8997 10126 ©0.34% 0.059%
76 19.145 2748 2750 2754 rVB3 8873 9658 0.32% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BGO61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc :

ALS Vvial : 12 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 19.21@ 2754 2761 2768 rBV6 27239 62973 2.11% 0.367%
78 19.322 2772 2780 2785 rBV 331775 481761 16.11% 2.807%
79 19.380 2787 2790 2792 rBV4 8479 7257 0.24% 0.042%
80 19.416 2794 2796 2799 rBV4 8152 10655 0.36% 0.062%
81 19.521 2812 2814 2816 rBV3 6908 6635 0.22% 0.039%
82 19.656 2831 2837 2840 rBV 800486 1212825 40.56% 7.066%
83 19.750 2851 2853 2860 rVB2 22776 34379 1.15% 0.200%
84 19.862 2868 2872 2878 rBV 16328 27797 ©0.93% 0.162%
85 20.015 2892 2898 2904 rBV4 22294 58034 1.94% 0.338%
86 20.174 2922 2925 2931 rVB4 51818 83995 2.81% 0.489%
87 20.279 2939 2943 2946 rBV 25776 34452 1.15% 0.201%
88 20.332 2949 2952 2956 rVB2 29418 38578 1.29% 0.225%
89 20.520 2982 2984 2987 rVB3 19462 19925 0.67% 0.116%
990 20.667 3006 3009 3015 rVB6 44030 64507 2.16% 0.376%
91 20.931 3050 3054 3057 rBv2 38521 57534 1.92% 0.335%
92 21.149 3088 3091 3092 rBV2 26725 29569 0.99% 0.172%
93 21.178 3092 3096 3104 rVB4 101459 205571 6.88% 1.198%
94 21.513 3145 3153 3158 rBV2 511230 1055964 35.32% 6.152%
95 21.560 3158 3161 3170 rVB 162467 246484  8.24%  1.436%
96 21.701 3182 3185 3190 rVB4 30379 43365 1.45% 0.253%
97 22.923 3388 3393 3404 rVB3 115316 262901 8.79% 1.532%
98 23.628 3506 3513 3520 rBV 120839 363668 12.16% 2.119%
99 24.392 3635 3643 3651 rBV2 328493 846871 28.32% 4.934%
100 24.604 3671 3679 3688 rBV 306387 803201 26.86% 4.680%

Sum of corrected areas: 17163481
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: MA/JU
: P2577-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
BGO61429.D
3 Jun 2024 18:52

: 12 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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG061429.D\data.ms
.76

7065418 7876  85939.034 755 O 006708
3.33 j%%ﬂ 45809 5.955 | 7la65 7lo3s 9.586 A | 1119807 122830
T ‘ L ‘

Time--> 3.

\\\”\‘\\A\‘\\\\‘\\\\T'\\\\‘\\\\"\\\\‘\\\\‘\’\ \\\\‘\\\\‘\\\\‘A\‘V\\‘\\\‘v—y_r\\‘v_y_v*”\‘ﬁ\“‘\\\\‘\\'\'\‘\\\
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15.508
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A 2 TR O St
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1600000

1400000

1200000
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.076 281.23 ng/ul 2990010 1,4-Dichlorobenzene-d4 7.876

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 15 (3.076 min): BG061429.D\data.ms (-9) (-) m/z 73.05 100.00%
43.0
5000
87.1
‘ ‘ 3.103.203.303.403.50
H,mWm‘m‘_ummWm_w“‘191‘:?“”“_””” m/z 43.00  59.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T
55.0 3.103.203.303.403.50
87.0 m/z 55.05 41.04%
H’\Hm“}H\‘\H\‘\\H‘\H\H\1\\‘HH‘HH‘\.\H‘H\\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
T
3.103.203.303.403.50
5000 m/z 87.10 27.62%
43.0 87.0
29.0
\‘ 90
H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H
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 41.00 18.84%
5000 410 55.0
27.0
1 112.0 129.0
‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u“  EARARRARREREEESEIEEE R
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\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52

Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .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 2 Methacrylamide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.857 2.76 ng/ul 29303 1,4-Dichlorobenzene-d4 7.876
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 59
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 53
3 trans-Crotonamide 85 C4H7NO 000625-37-6 50
4 Methacrylamide 85 C4H7NO 000079-39-0 42
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 32

Abundance Scan 148 (3.857 min): BG061429.D\data.ms (-143) (-) m/z 41.00 100.00%

41.0 85.0
5000
60.0

3.60 3.80 4.00 4.20

100.8 9
SN NS NS ML 2 m/z 85.00  86.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1734: Methacrylamide
85.0
41.0
A,
5000 T T T T T T
69.0 3.60 3.80 4.00 4.20

m/z 43.00 77.67%

\\\‘1\4\9‘\2\\7\‘0\\\‘!1!‘\‘\ \5’?\\\‘\i}‘!‘\\\\’\\}\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
41.0 85.0

3.60 3.80 4.00 4.20

5000 56.0 m/z 39.00 44.63%
27.0
L]
“w“H\H‘MN“k‘M‘v”wﬁ"Iqe“w‘lw‘w‘lw‘w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1741: trans-Crotonamide
41.0 3.60 3.80 4.00 4.20

85.0 m/z 42.10  23.91%

m/z-->

69.0
5000
27.0
150 il M }H

10 20 30 40 50 60 70 80 90 100

3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 Pentanedioic acid, dimethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.586 2.05 ng/ul 29550  Naphthalene-d8 10.667

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 72
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
4 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 28
5 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 28
Abundance Scan 1123 (9.586 min): BG061429.D\data.ms (-1118) (-) m/z 59.00 100.00%
59.0
100.1
5000 42.0
129.1 N
— e
»\ \
Bt “““nw"NH‘U“““k“““W“ m/z 100.18  50.57%
m/z--> 20 60 80 100 120 140 160
Abundance #36503.Penmnedbk:add,dnnemyleﬂer
59.0
15.0 100.0
5000 42.0 — ‘
129.0 9.50
m/z 42.00 40.28%
\\\\‘\‘M“\\‘\‘\\}i\“‘“\B‘s\‘t\)\\"\\\\‘\‘\‘\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140 160
Abundance #36506: Pentanedioic acid, dimethyl ester
59.0 100.0
129.0 — /\ ‘
9.50
m/z 101.00 34.76%
5000 . 420
L 830 | L1600
mlz--> 60 80 100 120 140 160
Abundance #36502. Pentanedioic acid, dimethyl ester T ‘
59.0 9.50
m/z 55.00 34.53%
15.0 100.0
5000
420 129.0
830 || 1600 | A““ﬂﬁm" A
m/z--> 20 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On 3 Jun 2024 18:52

Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .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 4 1-Phenoxypropan-2-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.407 2.09 ng/ul 30158 Naphthalene-d8 10.667
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 86
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 80
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 59
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 53
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 43

Abundance Scan 1433 (11.407 min): BG061429.D\data.ms (-1424) (- | m/z 94.00 100.00%
94.0
5000
77.0
\‘A\
‘ ‘ ‘1191 1521 11.50
\\\\‘\\\\UH\\\\‘\\\\’\\\‘\‘\\\\“.\\\\‘\\\\‘ m/z 77.06 37.2600
miz--> 20 100 120 140
Abundance #30117 1- Phenoxypropan -2-ol
94.0
5000 ﬁﬂL T A A
11.50
70 1520  m/z 51.00  31.46%
o 200 L4 e ]
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30123.1—Phenoxypropan—2—o
94.0
A WL
11.50
5000 m/z 108.00  25.22%
77.0
39.0 ‘ 152.0
B30 T BN BOFL - SSM
miz--> 100 120 140
Abundance #30139.1-PropanoL3-phenoxy- ‘ ‘ﬂ
94.0 11.50
m/z 45.10 24.96%
5000
77.0 152.0
27'?,121-0
miz--> 20 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 5 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.164 2.35 ng/ul 69605  Phenanthrene-dio 17.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 40
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 35
5 Nonanoic acid 158 C9H1802 000112-05-0 35

Abundance Scan 2583 (18.164 min): BG061429.D\data.ms (-2580) (- ' m/z 60.00 100.00%
60

18.00 18.50
m/z 43.05 86.86%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75718: Dodecanoic acid
73.0

5000 — ——
43.0 129.0 18.00 18.50

m/z 41.05 77.62%

| 171.0200.0
|
\H‘HH‘HH T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

5000

T —
18.00 18.50
5000 129.0 m/z 55.00 73.83%
HWH‘JWJM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid T —
43.0 73.0 18.00 18.50

m/z 57.10 63.52%

5000 129.0
171.0
‘ 214.0
‘\ ‘\ ‘ \‘ I ‘ I ‘

‘ ‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.334 2.62 ng/ul 77654  Phenanthrene-d1e 17.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 58
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
5 Thiophene-3-carboxaldehyde, 5-ch... 196 C5H4BC103S 036155-87-0 43

Abundance Scan 2612 (18.334 min): BG061429.D\data.ms (-2605) (- m/z 189.10 100.00%
189.1
5000
‘ U \m\ T \’N\m\
440 N7 18.00 18.50
150. 352.1 o
hi“”‘\ L s B B m/Z 190.10 98.97%
miz—-> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 /\/\/V\ TN
94.0 1800 1850
m/z 192.10 55.96%
39.0 \h 1370, |
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
1800 1850
5000 m/z 191.1@  45.32%
95.0
w0, oy L
m/z--> 50 100 150 200 250 300 350
Abundance #64925: 4H-Cyclopenta[deflphenanthrene AW*WA
190.0 1800 1850
m/z 187.00 18.74%
5000
95.0 Mﬁ
o0 | owro | e d
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On 3 Jun 2024 18:52

Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .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 7 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.210 2.13 ng/ul 62973  Phenanthrene-di0 17.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual

15,6,7,8-Tetrahydrothieno[2,3-b]q... 204
2 Quinoline, 8-methoxy-5-nitro-
3 Cyclopenta(def)phenanthrenone
4 2,2,4,4,6,6-Hexamethylcyclotrisi... 219

204
204

C11H12N2S
C10H8N203

C15H80

C6H21N3Si3

122914-50-5 35
1000298-88-7 35
005737-13-3 30
001009-93-4 27

5 SH-Dibenzo[a,d]cycloheptene, 5-m... 204 C16H12 002975-79-3 27
Abundance Scan 2761 (19.210 min): BG061429.D\data.ms (-2754) (- m/z 204.10 100.00%
204.1
w /JU J\
el g
418 948 1371 267.0 327. 19.00 19.50
e m/z 214.20  43.54%
miz-—-> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
5000 Mk j\“ )
19.00 19.50
m/z 216.20 41.10%
220 00 u” |
) L T Lo Jooy L L
L ‘ \ \ L T =TT L ‘ L ‘ T T T
miz-—-> 50 100 150 200 250 300
Abundance #79414: Quinoline, 8-methoxy-5-nitro-
204.0
102.0 TR Mﬂﬂm Ll
1570 19.00 19.50
5000 : m/z 212.10 35.41%
m/z--> 50 100 150 200 250 300
Abundance #80568: Cydopen&xdeﬂphenanﬂwenone —r T
04.0 19.00 19.50
m/z 176.00 25.66%
5000
88.0
.
| Ll I L
e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.178 3.89 ng/ul 205571  Chrysene-di12 21.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Cyclotetracosane 336 C24H48 000297-03-0 93
4 Z-12-Pentacosene 350 C25H50 1000131-09-4 91
5 Cetene 224 C16H32 000629-73-2 89
Abundance Scan 3096 (21.178 min): BG061429.D\data.ms (-3092) (- m/z 43.10 100.00%
43.1
7.1
5000
2100 2150
41.1 224.1 2751 326.9370.3 : :
o M‘uu‘ ‘\H“H\‘Mh huum o ‘H“‘ TV IV . m/z 57.10 98.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #273799: 1-Hexacosene
57.0
5000 111.0 — —
21.00 21.50
364.0 m/z 55.00  83.55%
\ 111 ‘\‘\ M\ L ‘\h 14190:0237.0280.08220 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #273797: 1-Hexacosene
43.0
—— —
70 21.00 21.50
5000 m/z 83.10 58.47%
364.0
LU 1920220 0260 03080 27
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane — —
43.0 21.00 21.50
m/z 41.05 53.97%
B WJ\M
L‘\ “ h |13 ; 0182.0224.0 279.0 336.0
e “‘ A e e P P
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BG@61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample : P2577-17

Misc

ALS vial : 12  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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.923 4.98 ng/ul 262901  Chrysene-di2 21.513
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
2 9-Octadecenamide 281 C18H35NO 003322-62-1 64
3 Palmitoleamide 253 C16H31NO 106010-22-4 64
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 50
5 Dodecanamide 199 C12H25NO 001120-16-7 50
Abundance Scan 3393 (22.923 min): BG061429.D\data.ms (-3388) (- | m/z 59.00 100.00%
59.0
- jt
‘ ﬁde
256.1 :
Ak ““‘“‘H M A ‘189‘2 ol 2023001 438 cs ap  67.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 T
23.00
m/z 72.00 59.54%
114.0 281.0
T \‘l\ ’ “‘\W\“M \H\‘”\ 1 ‘ \1\8\4.\‘0\2\3\4:‘0\ T Y‘ T ’ L ‘ T TT ’ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #174772: 9-Octadecenamide
59.0
i
23.00
5000 ITI/Z 43.05 43.15%
hywwimmu‘]§§‘0‘%?9‘q‘ ??j‘?““‘ G WMW\M\WM/\MMLMNM
m/z--> O 100 150 200 250 300 350 400
Abundance #139496: Palmitoleamide —
59.0 23.00
m/z 41.00 38.53%
5000
126.0 253.0
ol L gea0 280 -
miz--> 50 100 150 200 250 300 350 400 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060324\
Data File : BGO61429.D

Acqg On : 3 Jun 2024 18:52
Operator : MA/JU

Sample . P2577-17

Misc

ALS Vvial : 12  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|
Butane, 2-metho... 3.076  281.2 ng/ul 2990010 1 7.876 212642 20.0
Methacrylamide 3.857 2.8 ng/ul 29303 1 7.876 212642 20.0
Pentanedioic ac... 9.586 2.0 ng/ul 29550 2 10.667 288414 20.0
1-Phenoxypropan... 11.407 2.1 ng/ul 30158 2 10.667 288414 20.0
unknown-01 18.164 2.4 ng/ul 69605 4 17.259 591845 20.0
4H-Cyclopenta[d... 18.334 2.6 ng/ul 77654 4 17.259 591845 20.0
unknown-02 19.210 2.1 ng/ul 62973 4 17.259 591845 20.0
(DEL) Alkane: S... 21.178 3.9 ng/ul 205571 5 21.513 1055960 20.0
9-Octadecenamid... 22.923 5.0 ng/ul 262901 5 21.513 1055960 20.0
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