LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60722\
Data File : VNO©72688.D

Acqg On : 07 Jun 2022 15:18
Operator : JC\MD

Sample : N3198-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA N\methods\624N060622W.M
Title : METHOD 624 VOLATILE ORGANIC ANALYSIS
Signal : TIC: VNO72688.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 34 42 49 rBV2 16055 43453  4.41% 1.061%
2 2.740 119 128 138 rBvV7 11874 33913 3.44% 0.828%
3 4.293 384 392 398 rBv4 6438 18432 1.87% 0.450%
4 7.304 893 904 917 rBV2 9135 31574  3.21% 0.771%
5 7.657 954 964 977 rBV 129192 326654 33.16% 7.975%
6 7.816 981 991 1005 rVWV 178639 446445 45.32% 10.900%
7 8.433 1087 1096 1111 rBV 174847 402151 40.83% 9.818%
8 8.963 1177 1186 1198 rBV 287635 595307 60.43% 14.534%
9 9.757 1315 1321 1329 rVB 18270 33769 3.43% 0.824%
10 10.439 1429 1437 1454 rBV 537043 985042 100.00% 24.050%

11 11.739 1651 1658 1670 rBV 373089 685225 69.56% 16.730%
12 12.727 1820 1826 1837 rBV 286558 493914 50.14% 12.059%

Sum of corrected areas: 4095879
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe60722\
: VNO72688.D
: @07 Jun 2022 15:18
JC\MD
: N3198-02
: 5.0mL/MSVOA_N/WATER
: 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N060622W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

Time-->
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Abundance TIC: VN072688.D\data.ms
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Abundance TIC: VN072688.D\data.ms

10.439

Time--> 6.40 6.60 6.80 7.00 7.20 740 7.60 7.80 800 8.20 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VN072688.D\data.ms
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400000 11.739

300000 12.727
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60722\
Data File : VN©72688.D

Acqg On : @07 Jun 2022 15:18
Operator : JC\MD

Sample : N3198-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N060622W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 S-2-[4-Glutarimidobutylamin... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

203 399 ugl 43453  Bromochloromethane 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 S-2-[4-Glutarimidobutylamino]eth... 324 C11H20N205S2 ©31701-78-7 74

2 Sulfur dioxide 64 02S 007446-09-5 64
3 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10ON204S 007365-82-4 64
4 Sulfur dioxide 64 02S 007446-09-5 64
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 43
Abundance  Scan 42 (2.234 min): VN072688.D\data.ms (-34) (-) m/z 64.00 100.00%
64.0
5000
L
‘ 220 240 260
obo 2089wz as.00  58.29%
miz--> 50 100 150 200 250 300
Abundance #228304: S-2-[4-Glutarimidobutylamino]ethyl thiosulfuric
64.0
5000 LA L L L ) BN
197.0 220 2.40 2.60
m/z 44.90 21.91%
126.0
245.0281.0 324.
O L M}“ \‘\‘\ T ‘ \‘\ T \“ T T T ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance
64.0
I | il
220 2.40 2.60
5000 ITI/Z 46.00 13.19%
0
mfz--> 50 100 150 200 250 300 A Af\ | H
Abundance #57053: (N-(-2-Acetamido))-2-aminoethanesulfonic acid e
64.0 220 2.40 2.60
m/z 44.00 12.83%
5000 30.0
0 ‘1““ Ay 0801450 -
m/z--> 50 100 150 200 250 300 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60722\
Data File : VN©72688.D

Acqg On : @07 Jun 2022 15:18
Operator : JC\MD

Sample : N3198-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N060622W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknown2.740 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.740 3.11 ug/1 33913  Bromochloromethane 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, chloro-, ethyl ester 122 C4H7C102 000105-39-5 28
2 2-Chloro-N-ethylacetamide 121 C4H8CINO 000105-35-1 9
3 1-Pentanol, 4-amino- 103 C5H13NO 000927-55-9 9
4 1-Methyl-4-[nitromethyl]-4-piper... 174 C7H14N203 116250-49-8 9
5 Acetamide, 2,2-dichloro- 127 C2H3C12NO 000683-72-7 9

Abundance Scan 128 (2.740 min): VN072688.D\data.ms (-119) (-) m/z 44.00 100.00%

44.0
5000
91.0 207.2
) e EamammEEss ST
‘ H GHGBH ‘ 2.40 2.60 2.80 3.00
0Ll 1”“ JWl”“”‘w““‘H‘w_m,w,w,‘lu m/z 49.00  74.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11090: Acetic acid, chloro-, ethyl ester
29.0
5000 L L LR B R
2.40 2.60 2.80 3.00
7.0 m/z 42.20  35.90%
0 " H‘ ‘? \'O “ \107'0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
72.0 LE SRS SENTEE NI .
2.40 2.60 2.80 3.00
5000 m/z 40.10 35.00%
15.0
121.0
0 94.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5180: 1-Pentanol, 4-amino- EEEmmEEE TSR
44.0 2.40 2.60 2.80 3.00
m/z 35.10 27.00%
5000
jﬁ ‘ 85.0
O el el e e e e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60722\
Data File : VNO©72688.D

Acqg On : 07 Jun 2022 15:18
Operator : JC\MD

Sample : N3198-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N060622W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
S-2-[4-Glutarim... 2.234 4.0 ug/l 43453 1 7.657 326654 30.0
unknown2.740 2.740 3.1 ug/l 33913 1 7.657 326654 30.0
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