LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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\82N072822W.M

Title : SW846 8260

Signal : TIC: VN@73689.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 54 58 63 rVB 35921 50242 2.99% 0.378%
2 2.399 76 87 94 rBV 232916 372249 22.12% 2.800%
3 2.704 132 139 149 rVB4 21905 72758 4.32% 0.547%
4 3.081 194 203 217 rVB 284881 641749 38.14% 4.827%
5 3.451 259 266 277 rVB6 10371 27792 1.65% 0.209%
6 3.922 337 346 359 rBV2 23149 60883 3.62% 0.458%
7 4.228 390 398 408 rBvV2 17727 48780 2.90% 0.367%
8 4.510 435 446 459 rBV2 75964 234503 13.94% 1.764%
9 4,998 516 529 535 rBv6 15571 57851 3.44% 0.435%
106 5.11@0 537 548 568 rVB3 76521 289326 17.19% 2.176%
11 5.534 608 620 634 rBv4 17660 63374 3.77% 0.477%
12 6.516 776 787 799 rBV7 14739 50645 3.01% 0.381%
13 7.069 869 881 889 rBV3 43716 137640 8.18% 1.035%
14 7.139 889 893 902 rVB4 17550 41401 2.46% 0.311%
15 7.339 920 927 940 rVB2 36367 89361 5.31% 0.672%
16 7.951 1022 1031 1036 rBV 260165 623096 37.03% 4.686%
17 8.022 1036 1043 1054 rVV2 525771 1259220 74.84% 9.471%
18 8.375 1092 1103 1114 rBV2 276290 726435 43.17% 5.464%
19 8.522 1123 1128 1133 rVV2 10022 21736 1.29% 0.163%
20 8.904 1184 1193 1210 rBV 634355 1304999 77.56% 9.815%
21  9.910 1357 1364 1371 rBV3 13164 25952 1.54% 0.195%
22 10.139 1397 1403 1409 rBV2 14663 30907 1.84% 0.232%
23 10.263 1418 1424 1430 rBv4 11861 20614 1.23% 0.155%
24 10.380 1436 1444 1452 rBV 917753 1682650 100.00% 12.655%
25 10.439 1453 1454 1459 rVV3 18475 28172 1.67% 0.212%
26 10.492 1459 1463 1470 rVV5 10889 22218 1.32% 0.167%
27 10.580 1470 1478 1484 rVVe6 8540 20855 1.24% 0.157%
28 11.233 1581 1589 1600 rBV 59218 111284 6.61% 0.837%
29 11.686 1657 1666 1677 rBV 903838 1591415 94.58% 11.969%
30 11.786 1677 1683 1690 rVV 81776 147793 8.78% 1.112%
31 11.898 1693 1702 1713 rVB3 19864 41570  2.47% 0.313%
32 12.521 1800 1808 1814 rBV 56434 98374 5.85% 0.740%
33 12.674 1826 1834 1846 rBV 738645 1238656 73.61% 9.316%
34 12.863 1861 1866 1876 rVB 39397 64731 3.85% ©.487%
35 13.615 1986 1994 2004 rBV 884902 1464148 87.01% 11.012%

36 13.710 2006 2010 2016 rVvv2 49352 82050 4.88% 0.617%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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\82N072822W.M

Title : SW846 8260

37 13.780 2018 2022 2023 rVWV 16182 20134 1.20% 0.151%
38 13.815 2023 2028 2036 rVB2 169160 275846 16.39% 2.075%
39 14.162 2081 2087 2093 rVB3 9539 17075 1.01% 0.128%
40 14.268 2099 2105 2113 rVB 23493 41090 2.44% 0.309%
41 14.480 2132 2141 2146 rBvV4 11508 22055 1.31% 0.166%
42 15.433 2295 2303 2312 rVB 35004 74410 4.42% 0.560%

Sum of corrected areas: 13296039
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3971-15
: 5.0mL/MSVOA_N/WATER
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe80222\

: VNO@73689.D
: 02 Aug 2022 16:01

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72822W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

0

TIC: VNO73689.D\data.ms

3.081
2.399

5 298 4510 5.110
: 2.704 3.451 3.922 4.228 4.99 5.534 6.516

Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.399 14.78 ug/l 372249  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 38
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 25
4 Isobutane 58 C4H1e 000075-28-5 9
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9

Abundance  Scan 87 (2.399 min): VN073689.D\data.ms (-76) (-) m/z 43.00 100.00%

3.0
- MJL
Rmmas e
‘ ‘ b3 9 2.00 2.20 2.40 2.60 2.80
ol 257 818 1028 n/z 40.95  33.70%
miz--> 0 20 40 60 80 100 120 140
Abundance #263: Butane
43.0
5000 [T T
27,0 2.00 2.20 2.40 2.60 2.80
m/z 58.10 15.35%
O 1.059.0
miz--> 0 20 40 60 80 100 120 140
Abundance
43.0
R
2.00 2.20 2.40 2.60 2.80
5000 m/z 39.00 14 .64%
0 63.0 100.0 136.0
T e T e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #22192: Isopropylsulfonyl chloride S
43.0 2.00 2.20 2.40 2.60 2.80
m/z 42.00 13.06%
5000
27.0
o L., 640 830990 jL
Tt Ramas e e R
m/z--> 0 20 40 60 80 100 120 140 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 2 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 25.48 ug/1 641749  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 38
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 10
Abundance Scan 203 (3.081 min): VN073689.D\data.ms (-194) (-) m/z 43.10 100.00%
43.1
57.0
5000
R EEREEEE SR
‘ 72.1 2.80 3.00 3.20 3.40
0 H‘,"","","","u‘,":‘u,uu‘”,ww,l”???m m/z 41.00 83.51%
mfz--> 0 10 20 30 40 70 80
Abundance #813: Butane, 2-methy|—
43.0
57.0
5000 27.0 L B B B R R
2.80 3.00 3.20 3.40
15.0 m z 42.05 82.59%

o

\\\’2\0\\\’\\\\’\\1‘\’\\\\"\‘\\\’\‘\“\\’\\\\7’2\\()\\‘\\\\
m/z--> 0O 10 20 30 40 50 70 80
Abundance
43.0

2.80 3.00 3.20 3.40

5000 ITI z 57.05 70.75%

7.

27.0 57.0 720
15.0
[ R L AL o e B B R S
m/z--> 0O 10 20 30 40 50 60 70 80

Abundance #752: 3-Buten-1-ol

42.0 2.80 3.00 3.20 3.40

m/z 39.00 26.27%

31.0
5000 A‘
57.0 720
0 15.0 ‘w M ol |

m/z--> 0 10 20 40 50 60 70 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 3 1Isopropyl Alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.510 9.31 ug/l 234503  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
3 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9
4 2-Propanone, 1l-methoxy- 88 C4H802 005878-19-3 4
5 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 4

Abundance Scan 446 (4.510 min): VN073689.D\data.ms (-435) (-) m/z 45.00 100.00%

45.0
5000 /\\
 RREEEEEE RSN
381 58‘.9 4.20 4.40 4.60 4.80 .
O+ e e m/z 42.95 26.03%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #344: Isopropy! Alcohol
45.0
4.20 4.40 4.60 4.80
150 270 m/z 41.00 9.06%
0 o
O\H‘H\\‘\\i1‘\}i\‘HHHH\H\H‘HM’\EHH\\‘\H\’\HHHH‘HH"HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45.0 60.0
30.0 4.20 4.40 4.60 4.80
5000 m/z 39.00 8.56%
15.0
Obrrrprrreprrr frHeprrrr e et B e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #318: Hydrazine, ethyl-
45.0 4.20 4.40 4.60 4.80
m/z 42.10 6.89%
5000 60.0
31.0
O Frrrrrrrprrrrprrer e e T L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 4 Cyclobutane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.110  11.49 ug/1 289326  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 59
4 1-Pentene 70 C5H10 000109-67-1 59
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 43
Abundance Scan 548 (5.110 min): VN073689.D\data.ms (-537) (-) m/z 42.00 100.00%

42.0
55.0
5000 70.0

4.80 5.00 5.20 5.40
Ol ety 889 s 60 51.92%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0

5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
550 4.80 5.00 5.20 5.40
' m/z 70.05 46.03%
27.0 70.0
15'0 \‘\ \‘\ . ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
42.0

4.80 5.00 5.20 5.40
5000 m/z 40.95 38.25%

55.0
70.0
27.0
O e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl-
42.0

4.80 5.00 5.20 5.40
m/z 38.95 33.17%

5000 550
27.0
70.0
15.0 ‘ ‘
2.0
0 m‘mwl‘wu“‘m‘l‘, B KR R e e

m/z--> 0 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 5 Cyclopentane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.069 5.47 ug/1 137640  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 45
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 40
Abundance Scan 881 (7.069 min): VN073689.D\data.ms (-869) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 /\

 EEaaaREEas R

‘ ‘ 84.0 6.80 7.00 7.20 7.40
Ol et ol al o m/z a1.00 49.52%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0

6.80 7.00 7.20 7.40
m/z 69.00 47.97%
M‘ \H‘

28.0 84.0
H‘w“w%igwwwh“www“w"\‘HWHH‘W‘EH\H
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0

o

41.0 6.80 7.00 7.20 7.40
5000 m/z 55.00 30.37%
27.0
69.0
10 150 84.0
NS\ MO S ST MO MMM i S
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl- ““““‘H“““‘,H“
410 56.0 6.80 7.00 7.20 7.40

m/z 39.00  29.13%

5000
27.0 690 g4
15.0 ‘
0 \ I 1 R—— ‘ ‘

m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 6 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.815 9.42 ug/l 275846  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 86
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 64
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 53
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 53
5 Indole 117 C8H7N 000120-72-9 46
Abundance Scan 2028 (13.815 min): VN073689.D\data.ms (-2023) (- | m/z 117.05 100.00%
117.1
5000
- 1 —
39.0 63.0 ‘ ‘ 13.50 14.00
Ol bl e m/z 118.00  57.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10178: Indane
117.0
5000 — ——
13.50 14.00
m/z 114.95 39.22%
58.0 91.0
O\\\‘2\7\\0\“\\‘\\“‘\‘\\\’\\“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 l/\
13. 50 14. 00
5000 m/z 116.00 15.25%
91.0
0l15.0 390 630 169.0 196.0
R R AR R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 13. 50 14 00
m/z 90.95 14.92%
5000 91.0
39.0 65.0
0“‘_M‘“‘MMWH‘HW‘JM‘NH e
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80222\
Data File : VNO©73689.D

Acqg On : 02 Aug 2022 16:01
Operator : JC\MD

Sample : N3971-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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|
Butane 2.399 14.8 ug/l 372249 1 8.016 1259220 50.0
Butane, 2-methyl- 3.081 25.5 ug/l 641749 1 8.016 1259220 50.0
Isopropyl Alcohol 4.510 9.3 ug/l 234503 1 8.016 1259220 50.0
Cyclobutane, me... 5.110 11.5 ug/l 289326 1 8.016 1259220 50.0
Cyclopentane, m... 7.069 5.5 ug/l 137640 1 8.016 1259220 50.0
Indane 13.815 9.4 ug/l 275846 4 13.615 1464150 50.0
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