LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\
Data File : VX029844.D

Acqg On : 28 Jun 2022 21:22

Operator : JC/MD

Sample : N3494-29

Misc : 5.60g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

3 % of largest Peak

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X062822W.M

Title : SW846 8260

Signal : TIC: VX029844.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.391 692 706 720 rBV 132559 406663  3.29%  2.100%
2 5.550 722 732 749 rVB 268131 774741 6.27% 4.000%
3 5.958 788 799 807 rBV 160296 438981  3.55% 2.266%
4 6.763 920 931 950 rBV 421621 1019967 8.26% 5.266%
5 8.653 1234 1241 1249 rBV 829884 1340287 10.85% 6.920%

6 10.086 1466 1476 1486 rBV 7722624 12350760 100.00% 63.
7 10.305 1503 1512 1518 rBV 105050 159452 1.29% ©
8 11.085 1635 1640 1650 rBV 606515 811764 6.57% 4.191%
9 12.024 1789 1794 1802 rBV2 891356 1256839 10.18% 6
@ 12.335 1838 1845 1852 rBV 318302 446585 3.62% 2

11 16.597 2540 2544 2549 rVB 84283 147321 1.19% ©.761%
12 16.651 2549 2553 2564 rVB 102929 215205 1.74% 1.111%

Sum of corrected areas: 19368565
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3494-29
: 5.60g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\

: VX029844.D
: 28 Jun 2022 21:22

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\
Data File : VX029844.D

Acqg On : 28 Jun 2022 21:22

Operator : JC/MD

Sample : N3494-29

Misc : 5.60g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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 1,2-Dehydro-as-hydrindacene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.597 5.86 ug/l 147321 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dehydro-as-hydrindacene 170 C13H14 096508-75-7 64
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 62
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 62
5 2H-imidazole-2-thione, 5-(1,1-di... 170 C8H14N2S 1010404-59-0 58
Abundance Scan 2544 (16.597 min): VX029844.D\data.ms (-2540) (- m/z 170.20 100.00%
170.2
- M/MJ\/\\/
128.2 N e
84.2 16.20 16.40 16.60
39.1 .
0" 2072 2466 281. /7 155.20  66.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45529: 1,2-Dehydro-as-hydrindacene
170.0
142.0
5000 L L B
16.20 16.40 16.60
m/z 169.20  23.37%
77.0 H ‘
O ‘\\3\\9“‘9‘\\“\‘\‘\U‘W\HH‘H%‘\q\\\“HH‘\‘\‘H\‘H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
170.0
e
16.20 16.40 16.60
5000 m/z 161.15 22.58%
39.0 76.0 128.0
[T [ T e T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl- o e E A
155.0 16.20 16.40 16.60
m/z 128.15 19.86%
5000
115.0
63.0 M
0! ReaaaEaa e e R e
m/z--> 20 40 60 80 100120140160 180200220240260280 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\
Data File : VX029844.D

Acqg On : 28 Jun 2022 21:22

Operator : JC/MD

Sample : N3494-29

Misc : 5.60g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Naphthalene, 1,6,7-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.651 8.56 ug/1 215205 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2553 (16.651 min): VX029844.D\data.ms (-2549) (- m/z 170.20 100.00%
170.2
e i e
391 832 1280 | 16.40 16.60
. C
0! 2072 2408 1os 20 87.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 L B B B
16.40 16.60
m/z 153.15 20.69%
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51.0 76.0
0 H\‘HH“H‘H‘H\”\‘1“”“\\\()‘2\-\9‘\‘\‘!‘\\““H‘Hw‘\“\MH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155.0
T
16.40 16.60
5000 m/z 169.15 17.52%
128.0
. 63.0 89.0
R AR e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45534: Naphthalene, 2,3,6-trimethyl- R
170.0 16.40 16.60
m/z 152.05 17.47%
h /ﬁLﬂVw/\v\/\/J/\/\”ﬁv$
5180 510 76.0 10201250 | |
R e C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\
Data File : VX029844.D

Acqg On : 28 Jun 2022 21:22

Operator : JC/MD

Sample : N3494-29

Misc : 5.60g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,2-Dehydro-as-... 16.597 5.9 ug/l 147321 4 12.024 1256840 50.0
Naphthalene, 1,... 16.651 8.6 ug/l 215205 4 12.024 1256840 50.0
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