LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM120723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43317.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.399 32 36 47 rvB 111306 172212 1.76% 0.142%
2 3.822 104 108 123 rBV 236800 448630 4.59% 0.369%
3 3.934 123 127 133 rVB 55326 77907 ©0.80% 0.064%
4 4.051 142 147 153 rVB 72488 115023 1.18% 0.095%
5 4.146 160 163 170 rVB2 24757 38813 0.40% 0.032%
6 4.722 257 261 265 rVB3 28628 41576 0.43% 0.034%
7 5.075 317 321 334 rVB 86226 156655 1.60% 0.129%
8 5.975 469 474 478 rBV3 18914 30118 0.31% 0.025%
9 7.157 668 675 690 rVB 2163061 3767498 38.54% 3.098%
10 7.334 699 705 716 rBV 1630919 2662976 27.24% 2.190%
11 7.528 730 738 745 rBV 2100302 3494155 35.75% 2.873%
12 7.592 745 749 757 rVB2 121504 202960 2.08% 0.167%
13 7.781 775 781 793 rVB 398476 676323 6.92% 0.556%
14 7.998 811 818 827 rBV 1504217 2389847 24.45%  1.965%
15 8.71@0 931 939 950 rBV 2044523 3335599 34.12% 2.743%
16 8.833 953 960 972 rVB 915750 1516317 15.51% 1.247%
17 8.998 979 988 997 rVB2 37373 100307 1.03% 0.082%
18 9.169 1009 1017 1027 rBV 2046699 3460139 35.40% 2.845%
19 9.263 1030 1033 1038 rVV5 18700 35446 0.36% 0.029%
20 9.551 1078 1082 1088 rVB2 20675 34455 0.35% 0.028%

21  9.892 1126 1140 1152 rBV 1596929 2818367 28.83%
22 10.045 1157 1166 1173 rVV 175297 378322 3.87%
23 10.110 1175 1177 1186 rVB6 19235 32266  ©.33%
24 10.251 1194 1201 1207 rVB 93064 153773 1.57%
25 10.422 1223 1230 1240 rVV 2470790 4191645 42.88%
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B

26 10.804 1287 1295 1302 rBV 2142722 3647236 37.31%
27 10.857 1302 1304 1310 rVB 63681 86913 0.89%
28 10.951 1311 1320 1341 rVV 1664214 2994193 30.63%

OO NON
N
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N
R

29 11.345 1380 1387 1394 rBV2 89400 163858 1.68% 135%
30 11.598 1424 1430 1441 rBV2 44236 100747 1.03% 083%
31 11.839 1464 1471 1476 rVB5 18464 37174 ©.38% 0.031%
32 12.174 1519 1528 1533 rBV 42629 83289 0.85% 0.068%
33 12.386 1553 1564 1569 rVWW3 47574 98012 1.00% 0.081%
34 12.463 1571 1577 1582 rVB 108799 169506 1.73% ©.139%
35 12.680 1604 1614 1620 rVB 90041 170161 1.74%  ©.140%
36 13.457 1742 1746 1751 rVV2 49184 88755 0.91% 0.073%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM120723.MA.M
Title : SVOA CALIBRATION
37 13.527 1751 1758 1767 rVB2 62243 113638 1.16% ©0.093%
38 13.792 1796 1803 1804 rBV3 32310 48649 0.50% 0.040%
39 13.810 1804 1806 1813 rVB7 33942 45651 0.47% 0.038%
40 13.898 1816 1821 1824 rBV6 21361 28556 0.29% 0.023%
41 13.951 1824 1830 1835 rBV3 67249 119725 1.22% 0.098%
42 14.045 1835 1846 1853 rVV 4239325 5894064 60.30% 4.846%
43 14.110 1853 1857 1861 rVB2 52683 72930 0.75% 0.060%
44 14.227 1873 1877 1882 rVB5 50274 70523 0.72% ©.058%
45 14.321 1885 1893 1902 rBV 5030367 7402633 75.73% 6.087%
46 14.463 1911 1917 1921 rBv2 121971 184752 1.89% 0.152%
47 14.510 1921 1925 1935 rVB3 117258 185311 1.90% ©.152%
48 14.627 1935 1945 1950 rBV 2912749 4631668 47.38%  3.808%
49 14.686 1950 1955 1962 rVB 729484 1045434 10.70% 0.860%
50 14.821 1971 1978 1983 rBV 1986374 2859758 29.26% 2.351%
51 14.868 1983 1986 1993 rVV 114508 175459 1.80% 0.144%
52 14.939 1993 1998 2001 rVv2 64498 95845 0.98% 0.079%
53 14.980 2001 2005 2008 rVV 117080 163061 1.67% 0.134%
54 15.021 2008 2012 2021 rVB 308793 603642 6.18% 0.496%
55 15.286 2053 2057 2061 rVV6 30681 51357 ©.53% 0.042%
56 15.415 2072 2079 2082 rBV5 16285 36565 0.37% 0.030%
57 15.615 2105 2113 2118 rBV 6116449 8638637 88.38% 7.103%
58 15.668 2118 2122 2128 rVB 433976 624685 6.39% 0.514%
59 15.733 2128 2133 2140 rBV 575166 791454 8.10% 0.651%
60 15.833 2146 2150 2151 rBV2 26533 29909 0.31% 0.025%
61 15.957 2167 2171 2175 rBV 48157 67284 0.69% 0.055%
62 16.080 2186 2192 2203 rVB3 83784 249330 2.55% 0.205%
63 16.186 2203 2210 2216 rBV3 93005 155570 1.59% 0.128%
64 16.333 2229 2235 2242 rBV4 79470 138424 1.42% 0.114%
65 16.668 2282 2292 2296 rBV6 43753 104560 1.07% ©0.086%
66 16.827 2313 2319 2323 rBV2 35077 62843 0.64% 0.052%
67 16.909 2328 2333 2341 rVB3 86576 143438 1.47% 0.118%
68 17.021 2348 2352 2360 rVB4 26097 48506 0.50% 0.040%
69 17.121 2367 2369 2372 rVV4 23570 29151 0.30% 0.024%
70 17.180 2375 2379 2387 rW 78978 127661 1.31% 0.105%
71 17.362 2401 2410 2414 rBV 3325734 4871470 49.84% 4.006%
72 17.404 2414 2417 2422 rVB 866926 1199842 12.28% 0.987%
73 17.462 2422 2427 2432 rBV2 5952949 8563066 87.60% 7.041%
74 17.562 2439 2444 2449 rVB3 92064 129653 1.33% 0.107%
75 17.768 2473 2479 2485 rVB 130388 213684 2.19% 0.176%
76 17.868 2492 2496 2504 rBV2 39820 74793 0.77% 0.061%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM120723.MA.M
Title : SVOA CALIBRATION
77 18.039 2521 2525 2528 rVB5 25259 32409 0.33% 0.027%
78 18.139 2537 2542 2550 rVB 46070 78101 0.80% 0.064%
79 18.262 2555 2563 2573 rBV2 759302 1232903 12.61% 1.014%
80 18.433 2587 2592 2596 rBV 183008 289589 2.96%  0.238%
81 18.586 2616 2618 2624 rVB4 24226 34070 0.35% 0.028%
82 18.739 2641 2644 2648 rVB 51105 65212 0.67% 0.054%
83 18.839 2657 2661 2668 rVB 165937 224819 2.30% 0.185%
84 18.980 2682 2685 2690 rVB2 53244 60817 0.62% 0.050%
85 19.103 2702 2706 2711 rBV 119097 167068 1.71% 0.137%
86 19.156 2711 2715 2718 rBV6 30909 45477 0.47% 0.037%
87 19.315 2739 2742 2751 rVB4 129329 211088 2.16% 0.174%
88 19.415 2755 2759 2764 rVB 748697 992062 10.15% ©0.816%
89 19.474 2764 2769 2773 rVB2 253396 342135 3.50% 0.281%
90 19.533 2776 2779 2788 rBV 201599 291441 2.98% 0.240%
91 19.750 2808 2816 2829 rVB 6787673 9774656 100.00% 8.037%
92 20.268 2901 2904 2907 rBV2 78732 90399 0.92% 0.074%
93 21.250 3067 3071 3081 rBV 1402597 1869084 19.12% 1.537%
94 21.533 3114 3119 3124 rBV 2937946 3819531 39.08% 3.141%
95 21.709 3146 3149 3154 rVB 145709 171189 1.75% 0.141%
96 22.191 3226 3231 3243 rVB 1261761 1791720 18.33% 1.473%
97 23.297 3415 3419 3429 rVB 385918 661369 6.77% 0.544%
98 23.797 3497 3504 3514 rVB2 3070362 5998306 61.37% 4.932%
99 23.956 3524 3531 3538 rVB 1533437 3160753 32.34% 2.599%
100 27.638 4151 4157 4169 rVB4 669520 2149679 21.99% 1.768%

Sum of corrected areas: 121618231

SFAM-EPA-BM120723.MA.M Fri Dec 15 17:19:22 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043317.D\data.ms

6000000
5000000
4000000

3000000
10.422

7.157 7.528 8.710 9.169 10.804
2000000 7.33 7998 9.892 0.951

1000000 833

3. 7,781
; 3399 35%maus  4.7225.075 5.975 1592, .0081269.551 TRGFRR5L 101857 11.345.5088:
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T \ ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM043317.D\data.ms

19.y50

15.615 17.462
6000000

14.321
5000000
14.045
4000000
17.362

3000000 14.627

2000000

171404
5633
12. 12468680 13315 5 h\&@myag% AW LA 20.268

O‘HH,HH‘HH‘??T?‘HA.‘“HH,H“HH T "H‘H"‘H‘Tﬁ”“‘H“HH‘HH‘HH_
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 1600 16. 50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM043317.D\data.ms

1000000

6000000
5000000

4000000
21.533 23.197

3000000
3.956
2000000 21.250 22.191

27.638
23.297

1000000 1.709 Y

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.781 5.66 ng/ul 676323 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 74
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 74
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 64
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64
Abundance Scan 781 (7.781 min): BM043317.D\data.ms (-775) (-) m/z 59.05 100.00%
59.0
R Ramn
‘ 104.1 . 7.40 7.60 7.80 8.00 8.20
ol i | TOM 146817692070 282 .7 45.19  16.75%
miz--> 50 100 150 200 250
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 T T T[T T i [irrirl
7.40 7.60 7.80 8.00 8.20
m/z 43.05 12.04%
29.0 ‘ 104.0
0 T T “\‘ ‘\H‘ ‘ ‘H \‘ T T “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
AABBARaEEE SNy
7.40 7.60 7.80 8.00 8.20
5000 m/z 73.10 10.78%
29.0 104.0
N T s —
m/iz--> 50 100 150 200 250
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- R RARRREEEE SR
59.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 10.69%
5000
103.0
0 0 D & — A
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 Aceto phenone

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.833 12.69 ng/ul 1516320 1,4-Dichlorobenzene-d4 7.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 94
2 Acetophenone 120 C8H80 000098-86-2 94
3 Acetophenone 120 C8H80 000098-86-2 93
4 Acetophenone 120 C8H80 000098-86-2 91
5 Acetophenone 120 C8H80 000098-86-2 91
Abundance Scan 960 (8.833 min): BM043317.D\data.ms (-953) (-) m/z 105.10 100.00%
105.1
5000
51.0
o ARAREREEREEEEAL
] ‘ 8.60 8.80 9.00 9.20
ol wl 1| 1489 2081 2669 -/, 77.10  81.04%
miz-> 50 100 150 200 250
Abundance #10645: Acetophenone
105.0
5000 LB B R L B B L
51.0 8.60 8.80 9.00 9.20
m/z 51.05 29.55%
O T \‘\ ““‘ \‘\M‘\ T “\ \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10646: Acetophenone
105.0
R e e ARRE N
8.60 8.80 9.00 9.20
5000 510 m/z 120.05 22.97%
0“““““‘!“““““‘ .
miz--> 50 100 150 200 250
Abundance #10650: Acetophenone R A
105.0 8.60 8.80 9.00 9.20
m/z 50.05 13.53%
5000
51.0
oS0 i ., SR SR | R A
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 Benzoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.045 2.07 ng/ul 378322  Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
5 Benzoic acid 122 C7H602 000065-85-0 90
Abundance Scan 1166 (10.045 min): BM043317.D\data.ms (-1157) (- | m/z 105.05 100.00%
105.1
77.0
5000
T [
39.0 10.00
bbbl L 1440 176.9 - 2211 2670 /7 122,10 80.76%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11265: Benzoic acid
105.0
77.0
5000 - :
10.00
L m/z 77.05 79.36%
45,
O H\‘HH‘\‘\‘1\‘\”\\“‘“‘\H‘\‘\‘H\“\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11261: Benzoic acid
105.0
1 \
770 10.00
5000 m/z 51.05 40.15%
e I
Qe b et preee b e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11264: Benzoic acid ‘ FT
105.0 10.00
77.0 m/z 50.05 22.48%
5000
39.0
0‘meﬂuwwmﬂhHmﬂuwhuwuwu‘WHHMHWH‘WHHMH‘ P
m/z--> 20 40 60 80 100120140160180200220240260 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 Dibenzo furan Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.021 2.61 ng/ul 603642  Acenaphthene-di10 14.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 86
2 Dibenzofuran 168 C12H80 000132-64-9 86
3 Dibenzofuran 168 C12H80 000132-64-9 59
4 3,5-Dimethoxybenzyl alcohol 168 C9H1203 000705-76-0 56
5 1-Naphthalenecarbonitrile, 8-amino- 168 C11H8N2 038515-13-8 50
Abundance Scan 2012 (15.021 min): BM043317.D\data.ms (-2008) (- | m/z 168.05 100.00%
168.1
5000 139.1 J\
e
84.0 15.00
39.1
Ol bt b ALEO L2080 2681 ., 139,95  38.89%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #43616: Dibenzofuran
168.0
5000 i§od
84.0 :
139.0 m/z 169.05 14.34%
O‘HH‘\\H\\“‘\\H\H\‘\””H‘HH‘HH“HH‘\‘\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #43617: Dibenzofuran
168.0
f
1500
5000 m/z 84.00 7 .49%
139.0
84.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #43615: Dibenzofuran
168.0 1500
m/z 63.00 6.51%
5000
139.0
84.0
oL uo ||
e R e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.262 5.06 ng/ul 1232900  Phenanthrene-d10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

7?
5000
ol ‘3‘6 ‘

Abundance Scan 2563 (18.262 min): BM043317.D\data.ms (-2555) (-

129.1

171.1 213.2

2561
}\““\L\ 355.

m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T B
129.0 18.00 18.50
213.0 m/z 60.10 88.48%
‘ 171.0 ‘
oL P R
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
—— =
18.00 18.50
5000 1290 m/Z 41 . 65 73 . 3900
‘ 171.0 213.0 256.0
oL— “ w\h‘\u‘\m\‘“‘\““\H“\HH’HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T

256.0
129.0
3.0
213.0
‘ 171.0
\\‘H ‘H‘\ iyl ‘ ‘ ‘H 1 ‘

m/z 73.05 100.00%

18.00 18.50

m/z 43.10 90.21%

18.00 18.50

m/z 57.10 70.71%

m/z--> 5

43.0
5000
oL il

100 150 200 250 300 350

!

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.250 9.79 ng/ul 1869080  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3071 (21.250 min): BM043317.D\data.ms (-3067) (- | m/z 57.10 100.00%

57.1
5000

‘ ’ }1%‘51 9261 21.00 21.50
o Ly 270" 2941 35024161 4892 ./, 4319 98.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326113: Heptadecy! heptafluorobutyrate /\VLA
57.0
21.00 21.50

m/z 55.10 91.84%

238.0
‘\\I‘IJT”‘WWW\‘\\“\\‘“\1\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0

T
21.00 21.50

5000 L L

o

5000 m/z 83.10 83.29%
125.0
0 \h il { | \\ }\ Ii 118.2 0 250.0308.0
A S e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol T —
83.0 21.00 21.50

m/z 69.10  75.35%

5000 JL
211|109 2100 2000

L

o2 L A e - —
miz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.192 9.38 ng/ul 17917260  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3231 (22.191 min): BM043317.D\data.ms (-3226) (- | m/z 57.10 100.00%

57.1
5000

1P25.1

E—
1 2061 2001 | 22.00 2250
oA iy, 2902 281 9932 4772 549.  mjz 43.10  92.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

5000 T ——
22.00 22.50
1P5.0 m/z 83.10 88.33%
O‘\\J\HJ"\\‘ \}}‘l\l\‘\\‘!‘h\l\]_\g\e‘.\q\\z‘e\e\.\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
— —
22.00 22.50
5000 ITI/Z 55.10 88.11%
0l90 WF?'PZZZ-O%O-?,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene T —
57.0 22.00 22.50
m/z 69.10 80.21%
5000
125.0
378.0
Ok MI‘HJQSOH\HH — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37

Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.297 4.18 ng/ul 661369  Perylene-di2 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 92
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3419 (23.297 min): BM043317.D\data.ms (-3415) (- | m/z 57.10 100.00%
57.1

%

5000
125.1 —— —
23.00 23.50
209.0 281.1
O b S0 3882443 L 5063 2 83010 99.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene
57.0
5000 T —
23.00 23.50
125.0 m/z 55.10  95.22%
| ‘1 378.0
O’\\‘\“‘\ ‘\‘\\\}‘i\‘\\\‘\\\\‘\\\\‘\\\\’\\l\\’\\\\‘\\\\‘\\\

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

%

Abundance #215083: 1-Heneicosano
55.0
— —
23.00 23.50
5000 111.0 ITI/Z 97.10 94 .78%
o,‘l{ Lo mso JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227233: 1-Tricosene 7 —
57.0 23.00 23.50
m/z 69.10 91.10%
5000
1%50
322.0
ol adbbibll tp202s80 =0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50

SFAM-EPA-BM120723.MA.M Fri Dec 15 17:19:33 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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 D-Friedoolean-14-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.638 13.60 ng/ul 2149680  Perylene-d12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 87
2 Valerena-4,7(11)-diene 204 C15H24 351222-66-7 64
3 Annonene 286 C20H300 038611-50-6 47
4 Dimethyl(bis[(4,8,8-trimethyldec... 500 C32H5602Si 1000364-69-0 43
5 Olean-18-ene 410 C30H50 000432-11-1 38
Abundance Scan 4157 (27.638 min): BM043317.D\data.ms (-4151) (- | m/z 133.05 100.00%
55.1 133.1
204.2
285.1
5000
\ 2750 28.00
409.4 . : :
0 HML l u Al abll] 3420 D766 5350 es i o 75y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 69.0 T T
424.0 27.50 28.00
m/z 204.15 73.75%
O !"‘! Hl \IJ”\IJJ'#A\‘M\J“‘ ¥|1‘|"\ 1{\\ \\\\‘\\\!‘1\‘\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80219: Valerena-4,7(11)-diene
105.0 204.0
a—— =
27.50 28.00
50001 41 o m/z 95.10 73.30%
0 \M‘HM a\" MH e e M
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #181929: Annonene T —
81.0 27.50 28.00
m/z 109.10 69.03%
5000
271.0
Sl B
m/z--> 50 100 150 200 250 300 350 400 450 500 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121323\
Data File : BM@43317.D

Acqg On : 14 Dec 2023 00:37
Operator : MA/JU

Sample : 05690-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120723.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|
2-Propanol, 1-(... 7.781 5.7 ng/ul 676323 1 7.998 2389850 20.0
Aceto phenone 8.833 12.7 ng/ul 1516320 1 7.998 2389850 20.0
Benzoic acid 10.045 2.1 ng/ul 378322 2 10.804 3647240 20.0
Dibenzo furan 15.021 2.6 ng/ul 603642 3 14.627 4631670 20.0
n-Hexadecanoic ... 18.262 5.1 ng/ul 1232900 4 17.362 4871470 20.0
Heptadecyl hept... 21.250 9.8 ng/ul 1869080 5 21.533 3819530 20.0
1-Heneicosanol 22.192 9.4 ng/ul 1791720 5 21.533 3819530 20.0
(DEL) Alkane: S... 23.297 4.2 ng/ul 661369 6 23.956 3160750 20.0
D-Friedoolean-1... 27.638 13.6 ng/ul 2149680 6 23.956 3160750 20.0
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