LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51581.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.884 400 408 416 rBv4 2829 7267 0.34% 0.127%
2 7.353 654 658 663 rBvV2 2734 4429 0.21% 0.078%
3 7.412 663 668 672 rVB2 2606 3796 0.18% 0.067%
4 7.494 677 682 687 rVB 3839 5932 0.28% 0.104%
5 7.582 692 697 701 rVB 1995 3570 0.17% 0.063%
6 7.799 727 734 739 rVB4 3073 5346 0.25% 0.094%
7 7.923 750 755 762 rVB 10469 14988 0.70% 0.263%
8 8.275 809 815 822 rVB 105311 184407 8.56%  3.232%
9 8.410 832 838 844 rBVS5S 4347 9737 0.45% 0.171%
106 8.663 875 881 890 rVB 24986 40521 1.88% ©0.710%
11 8.968 929 933 936 rBv2 2998 3360 0.16% ©0.059%
12 9.444 1009 1014 1018 rBV2 2095 3442 0.16% 0.060%
13  9.532 1026 1029 1034 rVB3 1898 3467 0.16% 0.061%
14 9.985 1100 1106 1111 rBV 1374 2617 0.12% 0.046%
15 10.178 1135 1139 1143 rBV3 1956 3110 0.14% 0.055%
16 10.466 1184 1188 1191 rBV2 2634 3946 0.18% 0.069%
17 10.513 1191 1196 1203 rVB7 8618 16343 0.76% 0.286%
18 10.654 1216 1220 1226 rBV4 4610 7469 0.35% 0.131%
19 10.713 1227 1230 1237 rVB2 2288 3336 0.15% 0.058%
20 11.118 1290 1299 1302 rBV 146611 266120 12.36% 4.665%
21 11.171 1302 1308 1316 rVB 1199299 2153393 100.00% 37.746%
22 11.289 1321 1328 1335 rVB 19584 32109 1.49% 0.563%
23 12.469 1523 1529 1537 rVB2 17083 29295 1.36% 0.514%
24 12.657 1557 1561 1564 rVB3 1753 2841 0.13% 0.050%
25 12.757 1571 1578 1585 rVB 154606 243695 11.32% 4.272%
26 12.869 1593 1597 1604 rVB2 1764 3017 0.14% 0.053%
27 12.975 1604 1615 1621 rBV 74299 124489 5.78% 2.182%
28 13.744 1738 1746 1752 rBV 47294 73540  3.42% 1.289%
29 13.950 1775 1781 1788 rBV4 3855 7430 0.35% 0.130%
30 14.073 1798 1802 1805 rBV3 3655 5167 ©.24% 0.091%
31 14.232 1824 1829 1834 rBvV2 5246 7289 0.34% 0.128%
32 14.296 1834 1840 1845 rVv2 8077 13166 0.61% 0.231%
33 14.478 1866 1871 1873 rBV 1692 2410 0.11% 0.042%
34 14.608 1887 1893 1899 rvB2 9070 16367 ©0.76% 0.287%
35 14.913 1935 1945 1951 rBV 259679 392698 18.24% 6.884%
36 14.972 1951 1955 1959 rVwV3 6830 11113 0.52% 0.195%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 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-BG121421.M
Title : SVOA CALIBRATION

37 15.031 1959 1965 1970 rvVv 26038 36124 1.68% 0.633%
38 15.307 2006 2012 2019 rBV2 96340 148748 6.91% 2.607%
39 15.371 2019 2023 2026 rVB4 1924 2763 0.13% 0.048%
40 15.606 2060 2063 2069 rVB3 1177 2236 0.10% 0.039%
41 15.900 2106 2113 2118 rBvV2 9929 15011 0.70% 0.263%
42 15.953 2118 2122 2127 rVB2 7028 9023 0.42% 0.158%
43 16.253 2169 2173 2177 rVB3 2374 4016 0.19% 0.070%
44 16.617 2230 2235 2242 rBV4 9896 17619 0.82% 0.309%
45 17.304 2345 2352 2358 rBV3 28413 42236 1.96% ©0.740%
46 17.657 2405 2412 2418 rBV 354956 529773 24.60% 9.286%
47 17.756 2424 2429 2437 rVB 11989 19021 0.88% 0.333%
48 18.050 2474 2479 2483 rBV2 3930 6039 0.28% 0.106%
49 18.908 2616 2625 2630 rBVS8 1997 6560 0.30% 0.115%
50 19.055 2645 2650 2652 rBV6 1748 3012 ©0.14% 0.053%
51 19.301 2689 2692 2695 rBV4 2209 3514 0.16% 0.062%
52 19.436 2710 2715 2718 rBv4 5728 9178 0.43% 0.161%
53 19.924 2795 2798 2802 rBv4 3793 5022 0.23% 0.088%
54 19.983 2804 2808 2810 rBV5 2153 3692 0.17% 0.065%
55 20.030 2812 2816 2822 rBV2 13053 21064 0.98% 0.369%
56 20.382 2874 2876 2879 rBV4 3498 3788 0.18% 0.066%
57 20.629 2916 2918 2920 rBV3 3255 2868 ©0.13% 0.050%
58 21.299 3030 3032 3034 rBvV3 4872 3042 0.14% 0.053%
59 21.974 3141 3147 3157 rVB2 321488 566560 26.31% 9.931%
60 25.475 3732 3743 3754 rVB2 179761 529385 24.58% 9.279%
61 28.060 4181 4183 4184 rBV2 4896 3396 0.16% ©0.060%

Sum of corrected areas: 5704912
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51581.D

: 16 Dec 2021 22:16
: CG/JU
: M5013-02DL2 50X

: 8  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: BG051581.D\data.ms
11471
1000000
800000
600000
400000
200000 11.118 12.757
8.275 2.975
5.884 TG T L3 g4ﬁ)66% 968 991882 9.905 THMMEFY3 1289 124638869
0\\\\‘\\\\‘\\\\‘\\\\‘\\\7‘\\\\‘\\\\‘\\\W”W”/—Yﬁ’\*ﬁ \\j—r\‘v—r]—v—v—v—r |‘Fr*v—r|717—v—r\\\ﬁ—‘—v—v—v—v—y—v—v—v—r‘r V’\“Y_F
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051581.D\data.ms
1000000
800000
600000
400000 17.657 21.974
14.913
200000
13.744 15.307
0 30502394760 IBI60EWER.2586.617 1730417756050 1819089690136 F8R629  21.299
- \\\\‘\\\ \‘Y_Y’\—’_Y_r\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 13.50 1400 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051581.D\data.ms
1000000
800000
600000
400000
25.475
200000
28.060
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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\BG121421\
Data File : BG@51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.663 4.39 ng/ul 40521 1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 81
2 Indane 118 CS9H10 000496-11-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
Abundance Scan 881 (8.663 min): BG051581.D\data.ms (-875) (-) m/z 117.15 100.00%
117.2
5000 /\
91.2 P
39.1 631 ‘ 8.40 8.60 8.80 9.00
\\\’\\\\’\\\\’\\\\"\\\\"\\\\’\‘\‘\\‘\\\\‘\\H“\\\\‘\\\\‘H\‘\‘H\\ m/z 118-15 54-21%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 /hu‘uu‘uu’uu‘uu
8.40 8.60 8.80 9.00
390 550 91.0 ‘ m/z 115.15  36.64%
\\\’\\9\’\2\6\‘\?\\\\"\\\\"‘\\\‘\"\‘\‘\\‘\7\\7\?\\\“‘\\\\119\4’\\0‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
EAEEEEEEE ST
8.40 8.60 8.80 9.00
5000 m/z 91.15 23.85%
91.0
Ogouwngow 104.0 ],
e e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl- ‘N“‘H““‘WK“W“‘
117.0 8.40 8.60 8.80 9.00
m/z 39.15 14.13%
5000 91.0
510 650 . (\ M
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzo[b]thiophene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.289 2.41 ng/ul 32109 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 90
5 Benzo[c]thiophene 134 C8H6S 000270-82-6 90
Abundance Scan 1328 (11.289 min): BG051581.D\data.ms (-1321) (-  m/z 134.05 100.00%
134.1
5000
—— —
450 631 89‘-0 108.1 11.00 11.50
e b e gz 89,05 14.87%
miz--> 20 40 60 80 100 120 140
Abundance #17520: Benzo[b]thiophene
134.0
5000 - /\ ——
11.00 11.50
m/z 63.15 10.67%
67.0 89.0
L ‘2\6.\0\ \“4.?.\()”\ T “‘\ ‘\‘\ T ‘ T \H\ T ‘19§.9\ ‘ T \‘M ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0
—— —
11.00 11.50
5000 m/z 90.15 9.90%
89.0
63.0 108.0
SR+ 0 A WSt SO
miz--> 20 40 60 80 100 120 140
Abundance #17522: Cyclopenta[c]thiapyran 7 T
134.0 11.00 11.50
m/z 134.95 9.51%
5000
89.0
moso Mweo |y
[ Aol . | i
e e —
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.469 2.20 ng/ul 29295 Naphthalene-d8 11.118
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 90
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 87
3 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 72
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 58
Abundance Scan 1529 (12.469 min): BG051581.D\data.ms (-1523) (- m/z 104.15 100.00%
104.2
132.1
5000 770
51.0 L
“ H 12.50
H‘\\\\‘\\\\‘\\H“‘\\\\“\H\‘HH‘HH‘HH’HH‘\H’HH‘HH“\H‘\ m/z 132-05 78-22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 1
51.0 12.50
780 m/z 103.15  61.56%
w1 |
H‘\\\\‘\\\‘\‘\\\}“\\\\‘\H\‘}‘\H‘\“H‘HH’HHM‘H’HH‘HH“\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
T ‘ T \A\
12.50
5000 m/z 77.05 39.29%
78.0
51.0
270 || \‘
SN Y IO I IO AR | RS | RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #88949: N-Ethylbenzimidoyl bromide 4 ‘
104.0 12.50
132.0 m/z 78.15 32.36%
5000
77.0
51.0
27.0 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51581.D

Acqg On : 16 Dec 2021 22:16
Operator : CG/JU

Sample : M5013-02DL2 50X
Misc :

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Indane 8.663 4.4 ng/ul 40521 1 8.275 184407 20.0
Benzo[b]thiophene  11.289 2.4 ng/ul 32109 2 11.118 266120 20.0
1H-Inden-1-one,... 12.469 2.2 ng/ul 29295 2 11.118 266120 20.0
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