LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90722\
Data File : VV027775.D

Acqg On : 07 Sep 2022 12:23
Operator : SY/MD

Sample : N4418-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO90622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27775.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.568 157 164 176 rVB 67815 77813 11.23% 1.650%
2 1.806 231 238 244 rBV 6257 7582 1.09% 0.161%
3 2.108 321 332 343 rBV 113439 164870 23.79%  3.496%
4 2.172 343 352 365 rWwW 8992 18725 2.70% 0.397%
5 3.886 872 885 908 rBV 24463 83219 12.01% 1.765%
6 4.342 1010 1027 1055 rBv4 99979 298345 43.05% 6.326%
7 5.040 1222 1244 1276 rBV2 188482 486801 70.24% 10.323%
8 5.609 1410 1421 1451 rBV 163213 343997 49.63%  7.295%
9 6.063 1550 1562 1585 rBV2 109479 229354 33.09% 4.863%
106 6.310 1628 1639 1650 rBV3 8632 17988 2.60% 0.381%
11 7.313 1939 1951 1979 rBV 169134 302261 43.61% 6.410%
12 7.969 2137 2155 2180 rBV 404819 693081 100.00% 14.697%
13 8.088 2180 2192 2231 rBV 132254 344362 49.69% 7.302%
14  8.847 2413 2428 2451 rBV 254018 433044 62.48% 9.183%
15 8.972 2456 2467 2481 rVB2 42940 72715 10.49%  1.542%

16  9.728 2689 2702 2724 rBV 152757 257671 37.18%
17 10.214 2840 2853 2870 rBV3 81698 137866 19.89%
18 11.246 3163 3174 3201 rBV 243565 378853 54.66%
19 11.545 3255 3267 3279 rBV4 24314 43964  6.34%
20 11.622 3279 3291 3300 rBV 196764 323316 46.65%
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Sum of corrected areas: 4715827
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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:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90722\

: VWe27775.D

: @07 Sep 2022 12:23

: SY/MD

: N4418-08

: 25.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA .M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090722\
Data File : VV@27775.D

Acqg On : @07 Sep 2022 12:23
Operator : SY/MD

Sample : N4418-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Ethane, 1,1,1,2-tetrachloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.972 0.84 ug/L 72715  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 91
2 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 90
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 78
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 78
5 Carbon Tetrachloride 152 CCl4 000056-23-5 10
Abundance Scan 2467 (8.972 min): VV027775.D\data.ms (-2456) (-) m/z 131.00 100.00%
131.0
5000 94.9
61.0
A A RamaaRET
36.9 8.60 8.80 9.00 9.20
Ob et L mz 133,08 91.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #41601: Ethane, 1,1,1,2-tetrachloro-
131.0
5000 L L L B LA B B
95.0 8.60 8.80 9.00 9.20
61.0 m/z 116.90 60.93%
35.0 ‘
O\;é?c?\“\\‘\“\‘i“m‘ \\\\‘u\\‘ ‘\\\\“\\‘1‘\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #41606: Ethane, 1,1,1,2-tetrachloro-
138.0
T
8.60 8.80 9.00 9.20
5000 m/z 118.90 58.87%
95.0
26.0 61.0 ‘
o‘m_“uh‘_‘“m SSEMM IS ESMBEN 1 S VSN
m/z--> 20 40 60 80 100 120 140 160
Abundance #41605: Ethane, 1,1,1,2-tetrachloro- N aEmaRzEEES SR
131.0 8.60 8.80 9.00 9.20
m/z 94.90 42.04%
5000
95.0
60.0
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090722\
Data File : VV@27775.D

Acqg On : @07 Sep 2022 12:23
Operator : SY/MD

Sample : N4418-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.545 0.58 ug/L 43964 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Ethyl-2-pyrrolidinyl)methanol 129 C7H15NO 003433-34-9 35
2 Granisetron, 1TMS derivative 384 C21H32N40Si 1000485-88-8 32
3 Benzamide, 2-hydroxy-4-propoxy-N... 306 C17H26N203 1000295-50-1 27
4 (2R,6S)-2-Heptyl-6-methylpiperidine 197 C13H27N 056880-70-7 27
5 [1,1'-Bicyclohexyl]-2-one 180 C12H200 000090-42-6 27

Abundance Scan 3267 (11.545 min): VV027775.D\data.ms (-3255) (- m/z 98.10 100.00%
1

159.0

42.0
o il | | 2330 287.03280 384
il bl 4 | 2330 287.03280 384

m/z--> 0 50 100 150 200 250 300 350
Abundance #206782: Benzamide, 2-hydroxy-4-propoxy-N-[2-(1-piper —h ‘
98.0 11.50

m/z 57.10 22.80%

98.
5000 177.0
57. 7 T
‘ 11.50
0 "Wm‘““uu“"‘”w‘w“‘ e m/z 177.00  46.35%
m/z--> 0 50 100 150 200 250 300 350
Abundance #14903: (1-Ethyl-2-pyrrolidinyl)methanol
98.0
5000 — :
31‘0 11.50
‘ m/z 179.10 40.54%
O \“\‘h ”\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350
Abundance #290672: Granisetron, 1TMS derivative
98.0
— ‘
11.50
5000 m/Z 79.09A 27.03%

5000

41.0
i | 179.0222.0 306.0 .

m/z--> 0 50 100 150 200 250 300 350 11.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90722\
Data File : VW027775.D

Acqg On : @7 Sep 2022 12:23
Operator : SY/MD

Sample : N4418-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethane, 1,1,1,2... 8.972 0.8 ug/L 72715 2 8.847 433044 5.0
unknown-01 11.545 0.6 ug/L 43964 3 11.246 378853 5.0
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