LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc :

ALS Vvial : 21  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-BM061622.M
Title : SVOA CALIBRATION

Signal : TIC: BM@35505.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.269 28 31 38 rvB3 19077 28447 1.08% 0.115%
2 3.910 136 140 147 rVB 28806 43956 1.66% 0.177%
3 4.005 154 156 160 rVB4 9788 9709 0.37% 0.039%
4 4.163 181 183 187 rBV4 3934 4841 0.18% 0.020%
5 4.563 247 251 255 rVB2 11847 17667 0.67% 0.071%
6 4.922 307 312 318 rBV 34581 53491 2.02% 0.216%
7 5.416 390 396 400 rVB8 3894 7828 0.30% 0.032%
8 5.528 411 415 419 rBV6 4355 7180 0.27% 0.029%
9 7.016 663 668 686 rBvV2 99365 304257 11.50% 1.227%
10 7.151 686 691 705 rW 147497 290972 11.00% 1.174%
11  7.357 720 726 738 rBV 186881 364394 13.77% 1.470%
12 7.740 788 791 797 rBV7 1937 3356 0.13% 0.014%
13 7.816 797 804 820 rBV 513253 931870 35.22%  3.758%
14  8.557 924 930 945 rBV2 133569 365002 13.79% 1.472%
15 8.675 947 950 956 rVB3 13160 24911 0.94% 0.100%
16 8.781 966 968 971 rBvV4 2515 3488 0.13% 0.014%
17 8.987 996 1003 1013 rBV 156117 323681 12.23% 1.305%
18 9.710 1120 1126 1152 rBV2 110254 272188 10.29%  1.098%
19 9.910 1157 1160 1164 rVB4 2496 3992 0.15% 0.016%
20 10.292 1217 1225 1251 rBV2 74018 352716 13.33% 1.423%
21 10.610 1271 1279 1295 rBV 759000 1379191 52.12% 5.563%
22 10.781 1301 1308 1329 rBV 101467 366565 13.85% 1.478%
23 11.139 1368 1369 1374 rVB5 2137 2951 0.11% 0.012%
24 11.181 1374 1376 1380 rBV4 1837 2767 0.10% 0.011%
25 11.251 1385 1388 1391 rVB5S 1997 2706 0.10% 0.011%
26 11.904 1496 1499 1501 rVB3 2899 3481 0.13% 0.014%
27 11.933 1501 1504 1507 rBV5 2454 3231 0.12% 0.013%
28 12.822 1652 1655 1660 rBV6 3119 5115 0.19% 0.021%
29 13.075 1695 1698 1703 rVB5 4342 6081 0.23% 0.025%
30 13.369 1740 1748 1753 rBV5 10078 18026 0.68% 0.073%
31 13.757 1810 1814 1820 rBV7 5289 13583 0.51% 055%
32 13.804 1820 1822 1827 rVB5 3698 5038 0.19% 020%

33 13.875 1827 1834 1853 rBV 437404 694896 26.26%
34 14.151 1875 1881 1898 rBV 523213 805769 30.45%
35 14.457 1926 1933 1952 rBV 1175864 1823203 68.90%
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36 14.651 1962 1966 1967 rBV3 3831 4569 0.17% ©0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc :

ALS Vvial : 21  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-BM061622.M
Title : SVOA CALIBRATION
37 14.727 1972 1979 1989 rBV 214517 563338 21.29% 2.272%
38 15.139 2048 2049 2052 rvB3 4338 2699 0.10% 0.011%
39 15.257 2066 2069 2074 rVV2 5429 6825 0.26% 0.028%
40 15.298 2074 2076 2079 rVB2 2779 3020 0.11% 0.012%
41 15.357 2082 2086 2088 rvVB5 3362 4743 0.18% 0.019%
42 15.451 2096 2102 2114 rBV 714837 1133040 42.82% 4.570%
43 15.616 2122 2130 2140 rBV2 66301 156616 5.92% 0.632%
44 15.692 2141 2143 2153 rVB5 11529 24723 0.93% 0.100%
45 15.792 2158 2160 2163 rVB4 3015 2862 0.11% 0.012%
46 15.833 2163 2167 2169 rBV4 2867 4188 0.16% 0.017%
47 16.121 2213 2216 2217 rBV3 6445 7028 0.27% 0.028%
48 16.239 2233 2236 2241 rVB6 3302 4221 0.16% 0.017%
49 16.768 2321 2326 2329 rBV6 2862 4959 0.19% 0.020%
50 16.974 2354 2361 2363 rBV7 4143 6656 0.25% 0.027%
51 17.204 2394 2400 2411 rBV 1390763 2085433 78.81% 8.411%

52 17.304 2411 2417 2431 rVW 763920 1242940 46.97% 5.013%

53 17.427 2434 2438 2446 rVW10 17160 34975 1.32% 0.141%
54 17.498 2446 2450 2454 rVW4 5952 8233 0.31% 0.033%
55 17.704 2484 2485 2489 rVB4 4198 3269 0.12% 0.013%
56 17.880 2512 2515 2520 rVB3 10505 13363 ©.50% 0.054%
57 18.110 2549 2554 2563 rBV 93426 167725 6.34% 0.676%
58 18.180 2563 2566 2570 rVB 12908 19856 ©.75% ©.080%
59 18.404 2600 2604 2605 rBV4 4606 4960 0.19% 0.020%
60 19.245 2745 2747 2749 rBV2 9089 8851 ©0.33% 0.036%

61 19.392 2767 2772 2780 rBv4 56111 111495 4.21% ©.450%
62 19.598 2801 2807 2824 rBV 1158641 1743627 65.89% 7.032%
63 20.580 2964 2974 2989 rVB4 328465 1240468 46.88% 5.003%
64 21.109 3060 3064 3072 rBV3 201882 363308 13.73%  1.465%
65 21.392 3107 3112 3121 rBV 1691341 2517941 95.15% 10.155%

66 23.580 3478 3484 3499 rVB2 954643 2105723 79.57%  8.493%
67 23.733 3503 3510 3520 rBV2 1187528 2646216 100.00% 10.673%

Sum of corrected areas: 24794419
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM061622.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
o550 TIC: BM035505.D\data.ms
1500000
1000000
10.610
7.816
500000
357
I 8.557 8.987
7.01 9.710 0.781
. 3269 3910563 4.5634.922 5 pEps ﬁ fL7.7 0 a7l 19.010' 7% fuirgic: 11
\\\\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 :
s TIC: BM035505.D\data.ms
1500000 17.204
14.457 19.598
1000000
15.451 1y.304
14.151 20.5
500000 13.875
14.727
5 18,110
0938 12.822.07.369183 4.651_1SIEERRRY 18R 6239  16.168974 11443810480, 1404
\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\7\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 12.00 1250 13.00 13.50 14.00 14,50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM035505.D\data.ms
2000000 21.892
23.733
23.
1500000 3.58
1000000
500000 21.109
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM061622.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 3Juglone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.727 6.18 ng/ul 563338  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Juglone 174 C10H603 000481-39-0 99
2 Juglone 174 C10H603 000481-39-0 98
3 Juglone 174 C1eH603 000481-39-0 95
4 Juglone 174 C10H603 000481-39-0 93
5 8-Quinolinol, 5-nitroso- 174 COH6N202 003565-26-2 46

Abundance Scan 1979 (14.727 min): BM035505.D\data.ms (-1972) (- | m/z 174.00 100.00%

174.0
5000 118.0
63.0
—— o
: ) 14.50 15.00
Obpeectiiote o L2089 280 7118 6 45.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48892: Juglone
174.0
118.0
5000 A ——
63.0 14.50 15.00
m/z 120.00 28.99%
‘ 146.0
O\’\\\\‘\\‘\‘\“Hh\\“‘\‘\\H\\‘\\\\“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
174.0
e e
14.50 15.00
m/z 92.00 28.77%
5000 118.0
63.0
28.0 146.0
) O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48894: Juglone D .
174.0 14.50 15.00
m/z 63.00 28.40%
5000 118.0
63.0
146.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM061622.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 7-Tetradecyne Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.580 9.85 ng/ul 1240470  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 87
2 Friedelan-3-one 426 C30H500 000559-74-0 76
3 7-Tetradecyne 194 C14H26 035216-11-6 55
4 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 53
5 1-Cyclohexene-1-butanal, .alpha.... 208 C14H240 021632-06-4 53
Abundance Scan 2974 (20.580 min): BM035505.D\data.ms (-2964) (- | m/z 69.05 100.00%
69.0
123.1
5000
T 1
20.50
01 m/z 95.10  98.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #316502: Friedelan-3-one
69.0
123.0
5000 — :
20.50
205.0 273.0 m/z 55.05  83.52%
HI VAN
01‘8‘-9“ ‘\\"\ L ‘L ’HJ‘}‘\JH\\\\!\\ Jh‘.ﬂt \JJ\ ““‘\“h‘ \J\\‘J‘l“u‘. L1 ‘\x‘?f\]'"?‘ - ‘L‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
T \
123.0 20.50
5000 m/z 81.05 80.14%
205.0 273.0 426.0
0 341.0 '
e e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69370: 7-Tetradecyne T
67.0 20.50
m/z 109.10 76.61%
123.0
015'&”\‘,,1\79'0, =
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample : N3226-17

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM061622.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.109 2.89 ng/ul 363308 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 96
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
Abundance Scan 3064 (21.109 min): BM035505.D\data.ms (-3060) (- | m/z 57.05 100.00%
1.0
T —
‘ 1%51 2070, | 21.00 21.50
O b by g | 20508278 A151478.3 549,y 7 43.05  84.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 i ——
21.00 21.50
290 m/z 55.00  82.40%
O‘\\“\ "\\‘ J‘\"]-P‘S.0266.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
— T —
21.00 21.50
5000 m/z 97.05 69.88%
125.0 266.0
0 196.0
R e A RRARARAEa S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0 21.00 21.50
m/z 83.05 67.69%
5000
0290111 1] 1540 2380
AR L R R e A Raaaa P —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@61722\
Data File : BM@35505.D

Acqg On : 17 Jun 2022 21:58
Operator : CG/JU

Sample ¢ N3226-17

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM061622.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|
Juglone 14.727 6.2 ng/ul 563338 3 14.457 1823200 20.0
7-Tetradecyne 20.580 9.8 ng/ul 1240470 5 21.392 2517940 20.0
(DEL) Alkane: S... 21.109 2.9 ng/ul 363308 5 21.392 2517940 20.0

SFAM-EPA-BM061622.M Tue Jun 21 13:24:38 2022 7



