LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VNO66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 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©32521W.M

Title : SW846 8260

Signal : TIC: VN@66380.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.140 145 168 187 rBV 4232347 7552619 4.14% 0.945%
2 2.751 377 396 420 rBV 6019809 11910549 6.53% 1.490%
3  3.087 502 521 554 rVB4 2225498 6333412 3.47% 0.792%
4 3.256 566 584 609 rVB 1810727 3756367 2.06% 0.470%
5 3.406 622 640 654 rBV 953904 2105675 1.15% 0.263%

6 3.492 655 672 699 rVB 3810961 8762350 4.80% 1.096%
7 4.328 959 984 1003 rBV 1146735 3341993 1.83% 0.418%
8 4.943 1173 1213 1310 rBV 43022273 182438494 100.00% 22.818%
9 6.525 1778 1803 1824 rBV3 1166827 3665442 2.01% 0.458%
7

10 .576 2180 2195 2213 rVB7 1094645 3067833 1.68% ©.384%
11 7.965 2313 2340 2366 rBV 45271722 118600599 65.01% 14.833%
12 8.161 2402 2413 2461 rVB 2804036 7509729  4.12%  ©.939%
13 8.512 2522 2544 2570 rBV3 1243592 2994984 1.64% 0.375%
14 10.030 3094 3110 3120 rBV2 1913764 4176864 2.29%  ©.522%
15 10.092 3120 3133 3164 rVB 20674733 41387145 22.69% 5.176%

16 11.347 3584 3601 3624 rBV2 1352944 2754990 1.51% ©0.345%
17 11.454 3624 3641 3663 rVV 37371239 65492426 35.90% 8.191%
18 11.567 3664 3683 3722 rVB 68506771 143133532 78.46% 17.902%
19 11.892 3787 3804 3830 rVB 13418634 22756869 12.47%  2.846%
20 12.192 3902 3916 3930 rBV 1667138 2661240 1.46% ©.333%

21 12.345 3958 3973 4001 rBV 1056987 1865490 1.02%  0.233%
22 12.535 4029 4044 4055 rBV 3346888 5299767 2.90% 0.663%
23 12.600 4055 4068 4075 rVV 8442801 14137884 7.75% 1.768%
24 12.632 4076 4080 4088 rVV 6111751 7938215 4.35% 0.993%
25 12.677 4088 4097 4120 rVB 8395173 13153497 7.21% 1.645%

26 12.836 4140 4156 4185 rBV 5279209 8661050 4.75%  1.083%
27 12.983 4195 4211 4242 rBV 24452300 40891208 22.41% 5.114%
28 13.316 4312 4335 4373 rVB 10433996 18796306 10.30% 2.351%
29 13.485 4375 4398 4409 rBV 10643546 18856205 10.34%  2.358%
30 13.670 4455 4467 4483 rVB2 886909 1885172 1.03% 0.236%

31 13.831 4516 4527 4540 rVB 1663811 2494620 1.37% ©.312%
32 13.935 4556 4566 4582 rVB2 1266846 2022929 1.11% 0.253%
33 14.190 4654 4661 4673 rVB 1694684 2513177 1.38% 0.314%
34 14.533 4773 4789 4804 rBV3 2433384 4598535 2.52% ©.575%
35 15.070 4973 4989 5013 rBV 6633518 12029334 6.59% 1.505%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VNO66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 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©32521W.M
Title : SW846 8260

Sum of corrected areas: 799546501
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN066380.D\data.ms
6e+07

5e+07
4,943
4e+07

3e+07
2e+07

1e+07
2,751

2.140 3.492
3.088.256 40, 4.328 6.525

L L I L I L 0 L L L L L L L L L L L L O L L B I BB

Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN066380.D\data.ms

11.ﬁ567
6e+07

5e+07

o

7.965

4e+07 11.454

3e+07

10.092
2e+07

1le+07
7576 8.161 8.512 10.0 11.34

0 —T — ‘ P — —r— — — —T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VN066380.D\data.ms

I
11.50

6e+07
5e+07
4e+07

3e+07
12.983

2e+07

11.892
13.318.485

1e+07 1 7
i 1 036 15.070
12192 345> I 13.618.8893514.190 14.53

‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: 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 1 Butane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.140 123.09 ug/l 7552620  Pentafluorobenzene 7.584
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4
Abundance Scan 168 (2.140 min): VN066380.D\data.ms (-145) (-) m/z 43.00 100.00%

43.0
5000

| 1.80 2.00 2.20 2.40
el 8891929 myz 41.00  37.62%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #232: Butane
43.0

5000 P e
1.80 2.00 2.20 2.40

m/z 39.60  18.50%
|

15‘.0 ‘
| i |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #236: Isobutane
43.0

1.80 2.00 2.20 2.40

o

o

5000 m/z 42.00  14.18%
150‘ ‘
O e
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #19275: Isopropylsulfonyl chloride R L e R
43.0 1.80 2.00 2.20 2.40

m/z 58.00 14.18%

5000

150 “ 83.0

m/z-->

0 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.751 194.12 ug/1 11910500  Pentafluorobenzene 7.584

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 396 (2.751 min): VN066380.D\data.ms (-377) (-) m/z 43.00 100.00%

43.0
- A /\;
T
72.0 2.40 2.60 2.80 3.00
bl b 228 298 myz 41.00 90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0
5000 J\\‘HH‘HH‘HH’/\HJ‘\
2.40 2.60 2.80 3.00
m/z 42.00 85.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
I
s AAREEEEEEE S
2.40 2.60 2.80 3.00
5000 m/z 57.00 70.27%
72.0
osol L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #654: 3-Buten-1-ol R AR RRREE
42.0 2.40 2.60 2.80 3.00
m/z 38.95 31.82%
5000
72.0
ols-om,,
m/z--> 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Cyclopropane, ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.087 103.22 ug/l 6333410 Pentafluorobenzene 7.584
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58
2 Cyclopropane, 1,2-dimethyl-, trans- 70 CS5H1e@ 002402-06-4 49
3 Pentane 72 C5H12 000109-66-0 46
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e0 000930-18-7 38
5 1-Pentene 70 C5H1e0 000109-67-1 38

Abundance Scan 521 (3.087 min): VN066380.D\data.ms (-502) (-) m/z 43.00 100.00%

43.0
5000
70.0

2.80 3.00 3.20 3.40

oblll I s7aer 2070 W 460 71.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #577: Cyclopropane, ethyl-
42.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
70.0 2.80 3.00 3.20 3.40

m/z 41.00 67.01%

15.0 |
OV ‘\\H\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55.0

280300320340

27.0
0+ m”“l‘wm“H“HH“m_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43.0 2.80 3.00 3.20 3.40

m/z 39.00  38.60%

5000
72.0
150‘ ‘ ‘
ELIU IO N —

m/z--> 20 40 60 80 100 120 140 160 180 200 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©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 2-Pentene, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.256  61.22 ug/l 3756370  Pentafluorobenzene 7.584

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H1e0 000627-20-3 91
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 91
3 2-Pentene, (E)- 70 C5H1e 000646-04-8 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e0 000930-18-7 90
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
Abundance Scan 584 (3.256 min): VN066380.D\data.ms (-566) (-) m/z 55.00 100.00%
55.0
R R
3.00 3.20 3.40 3.60
C
Ol el o, 862 1328 2076 .., 79,00 39.80%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #559: 2-Pentene, (Z)-
55.0
5000 L L I L I L B
3.00 3.20 3.40 3.60
29.0 m/z 42.00  32.83%
O \‘\\\\‘\“}\1‘}\\\\‘\‘\”1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #564: 2-Methyl-1-butene
55.0
o ERRESEEERELSE R
3.00 3.20 3.40 3.60
5000 m/z 39.00 31.49%
29.0
ol 0l ey
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #562: 2-Pentene, (E)-
55.0 3.00 3.20 3.40 3.60
m/z 41.00 25.38%
5000
29.0
0 W“H‘“M"NM‘H‘w“H‘H‘W‘H“H‘W‘H“H‘W‘H‘ e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 5 Cyclopropane, 1,2-dimethyl-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.492 142.81 ug/l 8762350  Pentafluorobenzene 7.584

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 87
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e0 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
5 2-Pentene 70 C5H1e0 000109-68-2 78
Abundance Scan 672 (3.492 min): VN066380.D\data.ms (-655) (-) m/z 55.00 100.00%
55.0
o JUU/\
R  ENEE S AR EE
| 3.20 3.40 3.60 3.80
Obrrrprrr il 8801150 2070 wm/z 7e.00  42.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 L L B L I LA L BN
3.20 3.40 3.60 3.80
290“ m/z 39.00 31.80%
O \\\‘\H\\‘}‘\\H\M‘\‘\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #567: 2-Butene, 2-methyl-
55.0
AR e
3.20 3.40 3.60 3.80
5000 m/z 41.00 29.19%
29.0
0 m‘“;“u;‘mu“l“umWm_m,‘m_m_uwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #578: Cyclopropane, 1,1-dimethyl- R Al
55.0 3.20 3.40 3.60 3.80
m/z 42.00  22.85%
5000
27.0
0 , R N ARRRRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 6 Cyclopentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.328 54.47 ug/l 3341990  Pentafluorobenzene 7.584

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91
3 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 83
4 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 59
5 1,4-Pentadiene 68 C5H8 000591-93-5 58
Abundance Scan 984 (4.328 min): VN066380.D\data.ms (-959) (-) m/z 67.00 100.00%
67.0
5000
39.0
R R R
‘ 4.00 4.20 4.40 4.60
Obprredlabyll 958 1280 2079wz 68.00  38.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #431: Cyclopentene
67.0
5000 L L R R B R
4.00 4.20 4.40 4.60
39.0 m/z 39.00 27.86%
O\‘\‘\‘\\‘ \\‘\‘\‘H\H‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #466: Cyclopropane, methylmethylene-
67.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—"
4.00 4.20 4.40 4.60
5000 39.0 m/z 52.95 20.11%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2777: 2,3-Diazabicyclo[2.2.1]-hept-2-ene R e  ARRANEE!
67.0 4.00 4.20 4.40 4.60
m/z 41.00 14.06%
5000 39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34

Operator JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: 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 7 Cyclopentane, methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.525 59.74 ug/l 3665440  Pentafluorobenzene 7.584
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 83
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56

Abundance Scan 1803 (6.525 min): VN066380.D\data.ms (-1778) (-) m/z 56.00 100.00%

56.0
5000
T e e
84.0 6.20 6.40 6.60 6.80
ot b 2070 /7 a1.00  52.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
568.0
5000 LB L B R I R B
6.20 6.40 6.60 6.80
m/z 69.00 43.69%
ZE‘T'O 84.0
O\\‘\‘\‘\‘\\‘ ‘\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1458: Cyclohexane
56.0
84.0 R REEREENRRE SR
6.20 6.40 6.60 6.80
5000 m/z 55.00 26.00%
o)
0\\\_m\q\\NMHm\HL\\_\\w\u\‘u\\p\\w\\u‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl- R R ARAmaRY
56.0 6.20 6.40 6.60 6.80
2.0 m/z 39.00  25.26%
5000
84.0
0. T A /A W —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 8 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.161 125.37 ug/l 7509730 1,4-Difluorobenzene 8.512

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 2413 (8.161 min): VN066380.D\data.ms (-2402) (-) m/z 73.00 100.00%
3.0

=

5000
43.0
‘ ‘ 7.80 8.00 8.20 8.40
Ol bl 980 2069 47 43.0  30.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L LI LI B BN
43.0 7.80 8.00 8.20 8.40
’ m/z 87.00 24.15%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8363: 3-Hexanol, 2-methyl-
73.0
7.80 8.00 8.20 8.40
5000 m/z 55.00  23.89%
43.0
b b b STO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- A RRREREAEE T
73.0 7.80 8.00 8.20 8.40
m/z 71.00 10.71%
5000 43.0
0 ‘u““u‘wH“_Hu_‘m_mwwHH_W,HH_M
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 9 Benzene, 1-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.600 37.61 ug/l 14137900 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 4068 (12.600 min): VN066380.D\data.ms (-4055) (-  m/z 105.00 100.00%

105.0
5000

390 77‘-0‘ 12.50 13.00
| Co Ll L1329 173.8  207.9231.€ m/z 120.00  35.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000

12.50 13.00
m/z 77.00 13.84%

77.0
39.0
]\-\5\.‘()\‘\\\“‘\\‘1\“‘\‘\\\M‘\\‘}\‘h‘\\‘\”“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0

o

o

12.50 13.00
5000 m/z 91.00 12.95%
39.0 77.0
Y N 0 PV Y Y SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9424: Benzene, 1-ethyl-4-methyl- — —
105.0 12.50 13.00

m/z 106.00 9.91%

5000
77.0
0150390
X MR Y Y E——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32921\
Data File : VN@66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 10 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.485 50.16 ug/l 18856200 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 90
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 89
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 76

Abundance Scan 4398 (13.485 min): VN066380.D\data.ms (-4375) (- m/z 117.00 100.00%

11f.0
5000
91.0 - A

39.0 63.0 ' 13.50

el L Ll 1468 1768 2080 ;997 95 61.88%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0

o

5000
1350
39.0 91.0 m/z 115.00 37.39%
|
O\]\-:\3\()‘\‘\\\“\\\\“‘\‘\\\’\\‘\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117.0 \
1350
m/z 91.00 18.98%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0 13.50

m/z 105.00  10.26%

5000
91.0
39.0 5.0 ‘
0 8 Y S | e

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32921\
Data File : VNO66380.D

Acqg On : 29 Mar 2021 16:34
Operator : JC/MD

Sample : M1835-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 2.140 123.1 ug/l 7552620 1 7.584 3067830 50.0
Butane, 2-methyl- 2.751 194.1 ug/1l 11910500 1 7.584 3067830 50.0
Cyclopropane, e... 3.087 103.2 wug/l 6333410 1 7.584 3067830 50.0
2-Pentene, (Z)- 3.256 61.2 ug/l 3756370 1 7.584 3067830 50.0
Cyclopropane, 1... 3.492 142.8 ug/l 8762350 1 7.584 3067830 50.0
Cyclopentene 4.328 54.5 ug/l 334199 1 7.584 3067830 50.0
Cyclopentane, m... 6.525 59.7 wug/l 3665440 1 7.584 3067830 50.0
Butane, 2-metho... 8.161 125.4 ug/l 7509730 2 8.512 2994980 50.0
Benzene, 1l-ethy... 12.600 37.6 ug/l 14137900 4 13.286 18796300 50.0
Indane 13.485 50.2 ug/l 18856200 4 13.286 18796300 50.0
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