LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc :

ALS Vvial : 11 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-BM040922.M
Title : SVOA CALIBRATION

Signal : TIC: BM@34613.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.255 34 37 42 rVB 28610 31683 1.20% 0.137%
2 3.684 107 110 128 rBV 96156 161810 6.13% 0.698%
3 4.019 164 167 172 rVB4 9158 14275 0.54% 0.062%
4 4.966 324 328 335 rVB 14920 21250 0.81% 0.092%
5 7.048 676 682 692 rBV 65440 138765 5.26% 0.598%
6 7.201 702 708 722 rBV 316326 547740 20.75% 2.361%
7 7.407 737 743 758 rBV 336868 574316 21.76% 2.476%
8 7.878 817 823 833 rBV 348186 579000 21.94%  2.496%
9 8.590 938 944 958 rBV 220563 417725 15.83% 1.801%
10 9.042 1014 1021 1043 rBvV 375554 690231 26.15% 2.976%
11  9.213 1047 1050 1053 rBV5 2469 3440 0.13% 0.015%
12 9.489 1092 1097 1107 rVB 12071 19809 0.75% 0.085%
13 9.766 1137 1144 1160 rBV 273311 508109 19.25% 2.191%
14 10.313 1230 1237 1252 rBV 357651 697636 26.43%  3.008%
15 10.560 1274 1279 1283 rVB6 2800 4260 0.16% 0.018%
16 10.689 1294 1301 1315 rVB 458055 781003 29.59%  3.367%
17 10.825 1318 1324 1352 rBV 235856 590067 22.36% 2.544%
18 11.978 1517 1520 1528 rVB6 1557 3269 0.12% 0.014%
19 12.125 1541 1545 1551 rVB5 4095 7143 0.27% 0.031%
20 12.225 1554 1562 1571 rBV2 55081 127856 4.84% 0.551%
21 12.936 1679 1683 1687 rVB4 3038 4159 0.16% 0.018%
22 13.083 1703 1708 1710 rBVS5 2444 3078 0.12% 0.013%
23 13.148 1716 1719 1722 rVB3 2914 3386 0.13% 0.015%
24 13.366 1751 1756 1761 rBV2 9924 15897 0.60% 0.069%
25 13.777 1821 1826 1828 rBV5 1627 2949 0.11% 0.013%
26 13.936 1846 1853 1865 rBV 820136 1235771 46.83% 5.328%
27 14.013 1865 1866 1870 rVB3 3833 4500 0.17% 0.019%
28 14.219 1891 1901 1915 rBV 938912 1433462 54.32% 6.180%
29 14.436 1934 1938 1943 rVB5 3518 6079 0.23% 0.026%
30 14.524 1945 1953 1963 rVW 641565 954088 36.15% 4.113%
31 14.607 1965 1967 1972 rVB6 2340 2727 0.10% 0.012%
32 14.766 1988 1994 1997 rBvV7 5317 11329 0.43% 0.049%
33 15.324 2085 2089 2096 rVB7 3500 6590 0.25% 0.028%
34 15.513 2115 2121 2136 rBV 1187454 1873879 71.00% 8.079%
35 15.630 2136 2141 2155 rVW 307757 549506 20.82% 2.369%
36 15.754 2159 2162 2171 rVB6 12885 24329 0.92% 0.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc :

ALS Vvial : 11 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-BM040922.M
Title : SVOA CALIBRATION
37 16.301 2251 2255 2261 rBV8 3957 7331 0.28% 0.032%
38 16.695 2318 2322 2324 rBV4 1932 2679 0.10% 0.012%
39 17.142 2397 2398 2402 rBvV3 2793 2756 0.10% 0.012%
40 17.195 2404 2407 2413 rBV6 2875 4209 0.16% 0.018%
41 17.265 2413 2419 2427 rBV 751890 1069120 40.51% 4.609%
42 17.365 2430 2436 2452 rVV 1396911 2137265 80.98% 9.214%
43 17.948 2531 2535 2541 rVB 35044 45072 1.71% 0.194%
44 18.165 2568 2572 2580 rBV2 56566 101192 3.83% 0.436%
45 18.318 2597 2598 2602 rVB4 2590 2851 0.11% 0.012%
46 18.377 2605 2608 2615 rBV4 11645 19873 0.75% 0.086%
47 19.224 2749 2752 2756 rVB3 18308 21125 0.80% 0.091%
48 19.295 2760 2764 2768 rBV 15421 27477 1.04% 0.118%
49 19.448 2787 2790 2796 rBV6 12098 25202 0.95% 0.109%
50 19.653 2820 2825 2832 rBV 1868555 2639115 100.00% 11.378%

51 21.153 3076 3080 3088 rBv2 194893 312572 11.84% 1.348%
52 21.442 3125 3129 3135 rBV 597770 955991 36.22% 4.121%
53 23.671 3501 3508 3526 rBV2 1060761 2503272 94.85% 10.792%
54 23.824 3528 3534 3549 rVB2 571170 1267386 48.02% 5.464%

Sum of corrected areas: 23195604
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM034613.D\data.ms
1500000
1000000
500000 10.689
7.2§1407 7.878 9.042 10.313
8.590 9.766 825
3.684
. 7.04
. 3.255 4.019 4.966 A jL -219-489jk 10.5 fL
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM034613.D\data.ms
19.653
1500000 17.365
15.513
1000000 14.219
13.936 17 285
14.524
500000
I M
17875°  12133688836613. 7701314 BEBOT66  15.324 QLM 16.30116.695 177135, 7 1992084
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 1650 1700 17. 50 1800 18.50 1900 19.50 20.00
Abundance TIC: BM034613.D\data.ms
1500000
23.671
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500000

0 T T ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ 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\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.225 3.27 ng/ul 127856  Naphthalene-d8 10.689
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5C102 007009-16-7 43
2 2,2'-Bipyridine 156 C1OH8N2 000366-18-7 35
3 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 32
4 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 25
Abundance Scan 1562 (12.225 min): BM034613.D\data.ms (-1554) (-  m/z 156.00 100.00%
156.0
5000 115.0
78.1
52.0 ‘ 5081 12 00 12 50
0 "‘_"uu,wu\u‘w}nm"H"H"_‘u“m“ww;w m/z 115.00  44.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33464: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156.0
128.0
5000
64.0 12 00 12 50
m/z 158.0 35.86%
39.0 ‘ 92 0 ‘
O \\\‘\\\M"\‘\“\‘\‘\\\‘H\‘\\\\W\\\\‘\\\\‘\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33041: 2,2"-Bipyridine
156.0
]
12. 00 12 50
5000 m/z . 32.19%
510 78.0 128.0
oo L Jwso ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33519: 2-Chloro-4,6-dimethyl-3-pyridinamine
156.0 12.00 12.50
m/z 171.1 31.98%
5000
66.0 121.0
39.0 ‘ 930 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.153 6.54 ng/ul 312572  Chrysene-d12 21.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 3080 (21.153 min): BM034613.D\data.ms (-3076) (- m/z 57.05 100.00%
51.0

5000

N

111.1
T =
‘ ‘ 2071 5811 2601 21.00 21.50
0! ‘uﬂw“, Lddipreb T 3091 475 0 5505 99.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
58.0
5000 == ol
21.00 21.50
111.0 m/z 43.10 93.18%
O \\‘\ ‘\‘ “\iw ‘\M\‘L’ ‘\L‘\“l\ N]‘-6\7\\0\ ‘2\2\3\\0‘\2\8\‘0\0’\ T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
— —
21.00 21.50
5000 1110 m/z 83.05 87.49%

L e L L L I O A

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester ey TR
57.0 21.00 21.50
m/z 69.10 81.60%

N

%

o L] |, 200 356.0
L IR L L R R L L UL U T

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41122\
Data File : BM@34613.D

Acqg On : 11 Apr 2022 17:04
Operator : CG/JU

Sample : N2338-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM040922.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|
unknown-01 12.225 3.3 ng/ul 127856 2 10.689 781003 20.0
(DEL) Alkane: S... 21.153 6.5 ng/ul 312572 5 21.442 955991 20.0
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