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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\
: VNO67176.D
: 26 May 2021 18:52

JC/MD

: M2529-04 50X

5.00mL/MSVOA_N/WATER

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VNO67176.D\data.ms

5

3%
100
TOP

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
: SW846 8260

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

# min  scan scan scan TY height area % max.
1 2.131 139 146 151 rBV8 23675 27549  1.48%
2 2.166 151 159 164 rVVvo 33601 47151 2.53%
3 2.201 168 172 179 rBV9 28289 22249 1.19%
4 2.300 195 209 227 rBV 109862 199266 10.68%
5 2.912 429 437 446 rVB 48039 67842 3.64%
6 3.366 572 584 587 rBV 87430 172246  9.23%
7 3.325 587 591 598 rVB1e 68001 75736  4.06%
8 3.577 682 685 692 rBv8 25963 21964  1.18%
9 3.612 693 698 705 rVB8 22599 28323 1.52%
10 4.593 1059 1064 1065 rBv4 38046 21523 1.15%
11 5.398 1353 1364 1365 rBV1io 106063 151218 8.10%
12 5.814 1515 1519 1523 rBV4 46982 31302 1.68%
13 5.851 1524 1533 1536 rBV8 57475 78932  4.23%
14 5.913 1553 1556 1559 rBv4 27723 19528 1.05%
15 5.964 1569 1575 1587 rVB4 29608 40638  2.18%
16 6.033 1597 1601 1607 rVB7 69169 44274 2.37%
17 6.243 1673 1679 1687 rVB9 138783 172317  9.23%
18 6.406 1732 1740 1744 rBVie 18957 25561 1.37%
19 6.591 1803 1809 1815 rBV1e 37775 35834 1.92%
20 6.715 1845 1855 1856 rBvV9 21788 26950  1.44%
21 6.948 1936 1942 1955 rVB9 24240 38160  2.04%
22 7.173 2020 2026 2037 rBV9 25044 39089 2.09%
23 7.514 2139 2153 2169 rBV2 215422 536012 28.72%
24 7.594 2170 2183 2206 rVV 381125 904916 48.49%
25 7.669 2206 2211 2217 rVB9 20595 22853  1.22%
26 7.959 2299 2319 2335 rBV 279787 732886 39.27%
27 8.522 2512 2529 2555 rVWW 600316 1322201 70.85%
28 9.067 2726 2732 2742 rBV 23237 31719 1.70%
29 10.035 3074 3093 3110 rBV 981864 1866131 100.00%
30 11.357 3572 3586 3608 rBV 760759 1411700 75.65%
31 12.202 3890 3901 3903 rBV 16523 19630 1.05%
32 12.358 3945 3959 3979 rBV 466331 990951 53.10%
33 12.926 4166 4171 4176 rVBS8 28171 26204 1.40%
34 12.977 4185 4190 4191 rBV5 34335 21773 1.17%
35 13.213 4273 4278 4281 rBV6 34232 31123  1.67%
36 13.299 4294 4310 4335 rBV 580346 1342127 71.92%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\
Data File : VN@67176.D

Acqg On : 26 May 2021 18:52
Operator : JC/MD

Sample : M2529-04 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82N©52121W.M

Title : SW846 8260

37 14.519 4760 4765 4767 rBV6 32466 25040 1.34% 0.234%

38 14.857 4884 4891 4894 rBVS8 19235 22842 1.22% 0.213%

39 15.898 5276 5279 5285 rVB7 33336 23196 1.24% 0.216%
Sum of corrected areas: 10718956
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\

: VNO67176.D
: 26 May 2021 18:52

JC/MD

: M2529-04 50X
: 5.00mL/MSVOA_N/WATER
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©52121W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52621\
Data File : VN@67176.D

Acqg On : 26 May 2021 18:52
Operator : JC/MD

Sample : M2529-04 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzaldehyde, N-ethoxycarbo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.306 9.52 ug/1 172246  Pentafluorobenzene 7.594

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, N-ethoxycarbonylhy... 192 C10H12N202 016208-36-9 83
2 4-Methyl-6-phenyl-3-thioxo-3,4-d... 219 C1@HIN30S 022936-87-4 64
3 3-Nitro-4-quinolinol 190 C9H6EN203 050332-66-6 59
4 2-Imino-6-nitro-2H-1-benzopyran-... 249 C10H7N303S 1000223-66-6 47
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 45

Abundance Scan 584 (3.306 min): VN067176.D\data.ms (-572) (-) m/z 40.00 100.00%

40.0 77.0
218.8
113.2 157.8 191.4 248.C
5000
R AREEmEREEE
3.00 3.20 3.40 3.60
0" m/z 77.00 87.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #54075: Benzaldehyde, N-ethoxycarbonylhydrazone
89.0
6210 119.0
5000 \\‘\\\\’\\\\‘\\\\‘\\\\‘
192.0 3.00 3.20 3.40 3.60
m/z 218.80 80.11%
| ‘ BIRLE
O H\’HH‘ \‘\“\“\} ‘\“‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76294: 4-Methyl-6-phenyl-3-thioxo-3,4-dihydro-1,2,4-tria
104.0 219.0
590 LR L R A R
3.00 3.20 3.40 3.60
5000 m/z 62.00 79.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53576: 3-Nitro-4-quinolino
190.0 3.00 3.20 3.40 3.60
m/z 40.80 78.27%
5000
890 116.0 144 0
0,300,“ SN || S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52621\
Data File : VN@67176.D

Acqg On : 26 May 2021 18:52
Operator : JC/MD

Sample : M2529-04 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzeneacetic acid, 2-carbo... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.398 8.36 ug/l 151218 Pentafluorobenzene 7.594

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, 2-carboxy-3-... 210 C10H1005 001137-31-1 83
2 Benzenecarboximidoyl chloride, N... 185 C8H8CINO2 1000362-64-9 78
3 [1,2,4]Triazolo[4,3-a]quinoxalin... 198 C11H1ON4 1000362-67-9 59
4 4-Quinolinesulfonamide 1-oxide 224 C9H8N203S 1000241-86-5 58
5 4-(2-Hydroxyethylamino)-3-nitroc... 250 C11H1@N205 088353-20-2 58

Abundance Scan 1364 (5.398 min): VN067176.D\data.ms (-1353) (-) m/z 160.90 100.00%

35.4 71.6 97.8 129.5 160.9186.0 214.0 241.0
5000
5.00 5.20 5.40 5.60 5.80
0 m/z 241.00 95.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance  #68876: Benzeneacetic acid, 2-carboxy-3-methoxy-
90.0 148.0
192.0
5.00 5.20 5.40 5.60 5.80
m/z 243.90 95.51%
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #49733: Benzenecarboximidoyl chloride, N-hydroxy-4-me
138.0
5.00 5.20 5.40 5.60 5.80
m/z 35.35 92.82%
5000 50.0 90.0
185.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #59358: [1,2,4]Triazolo[4,3-a]quinoxaline, 1,4-dimethyl-
39.0 63.0 90.0 157.0 198.0 5.00 5.20 5.40 5.60 5.80
m/z 71.60 92.46%
130.0
5000
0 mwﬁﬁﬂﬁmﬂiﬁfﬁTﬁjfﬁL
m/z--> 40 60 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52621\
Data File : VN@67176.D

Acqg On : 26 May 2021 18:52
Operator : JC/MD

Sample : M2529-04 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 4 1H-Pyrazole-4-carbonitrile,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.243 9.52 ug/1 172317 Pentafluorobenzene 7.594

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole-4-carbonitrile, 1-et... 121 C6H7N3 1000351-26-5 72
2 2,3,5,6-Tetramethylbenzenesulpho... 232 C10H13C102S 1000342-51-8 55
3 2-Pyridinamine, N,N-dimethyl-3-n... 167 C7H9N302 005028-23-9 52
4 Acetyl chloride, (2,4-dichloroph... 238 C8H5C1302 000774-74-3 48
5 Benzoic acid, 4-(2-hydroxyiminoa... 236 C11H12N204 017122-79-1 45

Abundance Scan 1679 (6.243 min): VN067176.D\data.ms (-1673) (-) m/z 134.90 100.00%
104.2 134.9  181.7208.0 536 4

66.0
37.2
5000
6.00 6.20 6.40 6.60
ol m/z 181.70  97.75%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #9508: 1H-Pyrazole-4-carbonitrile, 1-ethyl-
93.0
5000
121.0 6.00 6.20 6.40 6.60
51.0 m/z 195.10  96.25%
OM“’W
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #87012: 2,3,5,6-Tetramethylbenzenesulphonyl chloride
119.0
91.0
390 6.00 6.20 6.40 6.60
5000 m/z 104.20  90.24%
168 197.0 232.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #36051: 2-Pyridinamine, N,N-dimethyl-3-nitro-
79.0 6.00 6.20 6.40 6.60
122.0 m/z 142.90  90.09%
167.0
5000 51.0
Ol :
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\
Data File : VN@67176.D

Acqg On : 26 May 2021 18:52
Operator : JC/MD

Sample : M2529-04 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzaldehyde, N... 3.306 9.5 ug/l 172246 1 7.594 904916 50.0
Benzeneacetic a... 5.398 8.4 ug/l 151218 1 7.594 0904916 50.0
1H-Pyrazole-4-c... 6.243 9.5 wug/l 172317 1 7.594 904916 50.0
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