LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 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\SFAMVTRO92222WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@28235.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 48 54 65 rBV 41770 40934 2.00% ©0.315%
2 1.301 73 81 94 rBV 106786 111912 5.47% 0.861%
3 1.426 102 120 123 rBV 32783 79154 3.87% 0.609%
4 1.561 156 162 177 rVB 92825 121512 5.94% 0.935%
5 2.101 320 330 345 rVB 197076 294599 14.39%  2.266%
6 3.899 870 889 928 rBvV2 60461 241304 11.79% 1.856%
7 4.339 1011 1026 1060 rBV 118298 324783 15.86%  2.498%
8 4.667 1113 1128 1142 rBv4 20802 51708 2.53% 0.398%
9 4.754 1143 1155 1172 rVB3 17131 43583 2.13% 0.335%
10 4.937 1193 1212 1230 rBV4 147840 383500 18.73% 2.950%
11 5.040 1230 1244 1255 rBvV2 282728 680611 33.24% 5.235%
12 5.169 1278 1284 1297 rVB5 15812 32241 1.57% 0.248%
13 5.246 1300 1308 1319 rVB5 18658 38777 1.89% 0.298%
14 5.609 1409 1421 1444 rBV 183991 376956 18.41%  2.899%
15 6.066 1549 1563 1590 rBV3 151703 418114 20.42%  3.216%
16 6.461 1670 1686 1698 rBV5 15729 33908 1.66% 0.261%
17 6.622 1721 1736 1749 rBV7 19935 44766  2.19%  0.344%
18 6.792 1772 1789 1802 rBV3 25467 51248 2.50% 0.394%
19 6.982 1833 1848 1869 rBV3 93806 183187 8.95% 1.409%
20 7.310 1940 1950 1977 rW 318844 573882 28.03% 4.414%
21 7.442 1979 1991 2007 rVB 45675 87475 4.27% 0.673%
22 7.561 2013 2028 2036 rBV 35462 68496 3.35% 0.527%
23 7.619 2038 2046 2050 rBV4 39936 60142 2.94% 0.463%
24 7.706 2066 2073 2083 rVB2 20400 35062 1.71% 0.270%
25 7.783 2086 2097 2107 rVB2 25316 46888 2.29% 0.361%
26 8.085 2180 2191 2217 rBV 315004 595633 29.09% 4.581%
27  8.227 2228 2235 2250 rVB2 28536 51475 2.51% 0.396%
28 8.333 2252 2268 2279 rW 52088 89710 4.38% 0.690%
29 8.400 2279 2289 2308 rVB 127199 210169 10.27% 1.616%
30 8.847 2418 2428 2443 rBV 282492 467469 22.83% 3.595%
31 8.931 2444 2454 2472 rVB 72362 134380 6.56% 1.034%
32 9.056 2480 2493 2503 rBV 1187170 1727176 84.36% 13.284%
33 9.111 2503 2510 2529 rVB5 121665 260377 12.72% 2.003%
34 9.230 2534 2547 2554 rBV6 12907 25349 1.24% 0.195%
35 9.323 2565 2576 2586 rVvB7 11238 22333  1.09% 0.172%
36 9.490 2617 2628 2639 rVB5 11910 22523 1.10% 0.173%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 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\SFAMVTRO92222WMA .M
Title : TRACE VOA SFAM1.0
37 10.214 2841 2853 2869 rBV 119058 190857 9.32% 1.468%
38 10.390 2892 2908 2921 rBV 187133 297193 14.52% 2.286%
39 10.860 3040 3054 3065 rvVB2 31668 61288 2.99% 0.471%
40 11.236 3159 3171 3194 rVB2 1113577 2047283 100.00% 15.746%
41 11.448 3227 3237 3245 rBV2 33857 54750 2.67% 0.421%
42 11.522 3245 3260 3274 rVWVW 918100 1458036 71.22% 11.214%
43 11.619 3280 3290 3317 rVB 359367 613455 29.96% 4.718%
44 11.802 3338 3347 3352 rBv4 17279 25512 1.25% 0.196%
45 12.024 3407 3416 3435 rVB6 41837 111699 5.46% 0.859%
46 12.111 3435 3443 3453 rBvV2 18793 28615 1.40% 0.220%
47 12.294 3493 3500 3509 rVB2 24493 36444 1.78% 0.280%
48 12.410 3527 3536 3546 rVB2 29467 45505 2.22% 0.350%
Sum of corrected areas: 13001973
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV028235.D\data.ms

1000000
800000
600000

400000
5.040
2.101

200000 5.609
1.301 1.561 4.339 4.93 6.066

3.899
1.2141 426, 4'66754A .5@46 6.461

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T T T T T T [T T T [T T T T T T

Time--> 1.20 1.40 1.60 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

Abundance TIC: VV028235.D\data.ms
9.056 11.236

1000000 11.522

800000

600000

400000 7310 .619
. 8.085 8.847

6.082 8.400 R 10.214
626.792 || 7 4456 a3 B.ﬁﬁ% ' 28029.490 ]\ 10.860 11448/ | 11 8032 %
L e e e e e B LA e L A e e e e e e R s s s = -

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV028235.D\data.ms

o

1000000
800000
600000
400000
200000

12.29410

0 T T T ‘ T T ‘ T T ‘ T T T T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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-chloro-1,1-difluoro- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1.214 0.54 ug/L 40934  1,4-Difluorobenzene 5.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 83
2 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 83
3 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 64
4 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 4
5 2,2-Difluoropropionic acid 110 C3H4F202 000373-96-6 2
Abundance  Scan 54 (1.214 min): VV028235.D\data.ms (-48) (-) m/z 65.00 100.00%
65.0
5000
45.0 e
84.9 120 140 1.60
Ol et e e M/ 45,00 22.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4012: Ethane, 1-chloro-1,1-difluoro-
63.0
5000 \\\‘\\\\‘\\\\‘\\
1.20 140 1.60
84.90 14.61%
45.0 85.0 m/z
31.0
O‘\\\\‘\\\\“\‘\‘\\‘\1\\‘\\\\“\‘1{\‘\\\\“\\\‘\‘\\\g\g‘.(\)\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4011: Ethane, 1-chloro-1,1-difluoro-
65.0
A O R R
1.20 140 1.60
5000 ITI/Z 63.90 7.78%
45.0
31.0 85.0
0‘H\l?"q\‘lw‘m‘u‘H;\iuH“Hl}\‘HH“\H‘\‘\%%"O\HW
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1204: Propane, 2,2-difluoro- S
65.0 1.20 140 1.60
m/z 86.90 5.92%
5000
0 20 0 | 800
e e e e e e e A I A I
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 Sulfur dioxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.426 1.05 ug/L 79154  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64

5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance Scan 120 (1.426 min): VV028235.D\data.ms (-102) (-) m/z 63.90 100.00%

63.9
5000 47.9

T

772 105.2 1.20 1.40 1.60 1.80
bbb e 2 022 m/z 47.85  43.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #415: Sulfur dioxide

64.0
5000 480 L L L B
1.20 1.40 1.60 1.80
m/z 65.85 4.32%
16.0 32.0
O\\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\}\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0 (\
cep
1.20 1.40 1.60 1.80
5000 48.0 m/z 44.00 3.43%
17.0
M 32.0 .
O+t e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid S RILEEEE S e oy
64.0 1.20 1.40 1.60 1.80
m/z 49.85 1.54%
48.0
5000
o L1 . 810 940 111.0 I
e e e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.754 0.58 ug/L 43583  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
Abundance Scan 1155 (4.754 min): VV028235.D\data.ms (-1143) (-) m/z 56.05 100.00%
56.0
43.0
5000 71.0
AR e R
‘ ‘ ‘ 85.1 1001 4.40 4.60 4.80 5.00
) —.S | J‘HM‘Hu,wwwg(m, m/z 42.95  69.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
T /\ J\
5000 * ‘/\/\
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 66.42%
om0 | L] 0 e
\\\‘\\\\‘\\\\’\\\\‘\\H‘\\\\"\\}‘\\1\“\\\\’H\\‘\\\\i\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
mw_ww/‘\fﬁ
4.40 4.60 4.80 5.00
5000 m/z 41.05 63.18%
29.0 71-0
o L 8 o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 M
Abundance #4478: Pentane, 2,3-dimethyl- R e
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.00 41.90%
5000 290
71.0
so | w0 g
Ol R R e R R e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 4 (DEL) Alkane: Cyclic4.937 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.937 5.09 ug/L 383500 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
2 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 50
3 (Z)-3-Heptene 98 C7H14 007642-10-6 47
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 46
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
Abundance Scan 1212 (4.937 min): VV028235.D\data.ms (-1193) (-) m/z 56.00 100.00%
56.0 9.1
831
41.0
5000
AR R AT
| ‘ | ‘ 08.1 4.60 4.80 5.00 5.20
0 ‘H‘H‘W‘H‘_‘H‘H‘WMH‘ME“mHMuHHMEHMmJM‘H‘ m/z 55.00 90.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0
5000 H‘HH‘HH‘HT\A‘/\\\/\\‘\’
27.0 4.60 4.80 5.00 5.20
m/z 69.10 84.06%
‘ | ‘ ‘ 98.0
O\\\1‘.9\\‘]-\4\)‘\0\‘\\}1‘\\\\}\‘\\\“\‘}\‘\\\w‘\\\\‘\}\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
55'0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
4.60 4.80 5.00 5.20
5000 m/z 83.10 77 .71%
27.0 98.0
‘ ‘ 83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3715: (Z)-3-Heptene R EREREEEE L L
41.0 4.60 4.80 5.00 5.20
56.0 m/z 41.00 55.05%
69.0
5000 98.0
27.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 5 (DEL) Alkane: Cyclic5.246 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.246 0.51 ug/L 38777 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 74
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 64
5 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 59
Abundance Scan 1308 (5.246 min): VV028235.D\data.ms (-1300) (-) m/z 56.00 100.00%
56.0 70.1
5000 41.0
83.0
98.0 \w_m‘w_wm
‘ ‘ ‘ 5.00 5.20 5.40 5.60
) I | N R ‘mh‘;mw‘m“_m m/z 70.10  89.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
270 5.00 5.20 5.40 5.60
‘ 8390 eo m/z 55.00 63.21%
O 1.014)‘0 ‘\‘\\\w 1‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
“H‘H‘w“u‘u‘w“
5.00 5.20 5.40 5.60
5000 m/z 41.00 38.78%
27.0
98.0
‘ 83.0 ‘
ol 2o ta0 Ml bl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 X
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans- “H““W““‘H““‘
56.0 5.00 5.20 5.40 5.60
70.0 m/z 69.00 37.44%
41.0
5000
98.0
27.0 ‘ 83.0 ‘
0 ‘H_"‘_Hww‘w“wml “_‘u:pm_‘:www ARVAN N S |
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 6 (DEL) Alkane: Cyclic6.622 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.622 0.59 ug/L 44766  1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 81
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 76
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 76
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 74
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
Abundance Scan 1736 (6.622 min): VV028235.D\data.ms (-1721) (-) m/z 70.00 100.00%
70.0
55.0
5000 41.0
84.1 \ ,
97.1 e e e
| ‘ ‘ | 11‘2'0 6.20 6.40 6.60 6.80 7.00
0 m_m_M,W_‘MM bl L L w2 sa.es 81.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70Q.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
41.0 6.20 6.40 6.60 6.80 7.00
84.0 112.0 m/z 56.10 78.79%
27.0 ‘ ‘ 97.0
0 \H‘HH‘\H‘\’\\H“\‘\H‘H \‘H\\ ‘\H\‘\‘H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
wm_ww_wm
41.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 40.95 44 . 45%
27.0
84.0 112.0
I T
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00  38.12%
5000 41.0
84.0
270 ‘ ‘ 97.0 112.0
0 ‘H‘w‘HM,HW“WH —- “H‘_‘mw“_wluw qmwuwHu_m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 7 Norbornane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.792 0.68 ug/L 51248 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Norbornane 96 C7H12 000279-23-2 53
2 Norbornane 96 C7H12 000279-23-2 52
3 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 43
4 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 38
5 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 38
Abundance Scan 1789 (6.792 min): VV028235.D\data.ms (-1772) (-) m/z 81.00 100.00%
67.0 81.0
5000
39.0 54.0

96.1 PR TR

‘ H ‘ | ‘ 6.40 6.60 6.80 7.00 7.20
oH‘mWM,Hu:\:M\HHwm‘mwulM‘u‘wm m/z 67.00  91.49%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3193: Norbornane

67.0 81.0
5000 39.0
54.0 6.40 6.60 6.80 7.00 7.20
27.0 m/z 68.10 65.05%
96.0
180 ) | H |
O\\‘\\‘\\‘\\}}’\\\1‘}\\\“H\\\‘\‘\\\“\\\‘\“1\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3191: Norbornane
67.0
81.0
6.40 6.60 6.80 7.00 7.20
5000 54.0 m/z 54.00 30.69%
39.0
270 H ‘ 96.0
ob 180 WAl
m/z--> 10 20 30 40 50 60 70 80 90 100 m h
Abundance #3219: 2-Hexyne, 4-methyl- ‘ﬂu‘ﬁ“‘W““_““‘
81.0 6.40 6.60 6.80 7.00 7.20
m/z 39.00 29.86%
67.0
5000 41.0
27.0 53.0 ‘ 96.0
0H‘:\L?\.(\)‘\\}‘H,H\}l}m\“h‘m\‘H}!}‘H\‘Hl\H‘H‘!\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 9 (DEL) Alkane: Cyclic7.442 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.442 0.94 ug/L 87475 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
4 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 59
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 59
Abundance Scan 1991 (7.442 min): VV028235.D\data.ms (-1979) (-) m/z 97.05 100.00%
97.0
55.0
5000 69.0
41.0 A
H‘w“u“u‘_“w“
‘ ‘ | ‘ | 84.0 112.0 7.20 7.40 7.60 7.80
Olrrr e bl et sttt b m/z 55.00 54.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0 j\
5000 69.0 e Lo W
41.0 7.20 7.40 7.60 7.80
m/z 69.00 42.35%
T s | 120
O\H‘HH‘\H\’\\H‘\\H‘1\\1‘\\\1‘\H\‘\‘l\\‘\\‘1\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0 /\
55.0 el Sl VI
7.20 7.40 7.60 7.80
5000 41.0 69.0 m/z 56.05 35.25%
27.0
“ H Al 840 ) 1120
) A R 1 N ) i B i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl- A
97.0 7.20 7.40 7.60 7.80
55.0 m/z 40.95  26.72%
5000 41.0 69.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 10 Isobutyl ether Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.561 0.73 ug/L 68496 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl ether 130 C8H180 000628-55-7 87
2 Isobutyl ether 130 C8H180 000628-55-7 87
3 Isobutyl ether 130 C8H180 000628-55-7 87
4 Isobutyl ether 130 C8H180 000628-55-7 87
5 n-Butyl ether 130 C8H180 000142-96-1 53

Abundance Scan 2028 (7.561 min): VV028235.D\data.ms (-2013) (-) m/z 57.10 100.00%

57.1
5000
41.0

87.0 7207.407.607.80
LIl i 71.9 ‘ 101.2 130.1 9
Oberrrrreprrrrpreedibier el e i e s O 2 ey M/Z 40.95  23.46%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15672: Isobutyl ether
57.0

5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
7.20 7.40 7.60 7.80
41.0 o
m/z 87.00 12.38%
87.0
H‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15670: Isobutyl ether
57.0
SRR R
7.20 7.40 7.60 7.80
5000 m/z 56.00 6.93%
41.0
o 270 | | 730 87\'0 130.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15671: Isobutyl ether
57.0 7.20 7.40 7.60 7.80

m/z 39.10 6.02%

5000
41.0
270 ‘ 87.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 11 (DEL) Alkane: Cyclic7.783 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.783 0.50 ug/L 46888 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90

Abundance Scan 2097 (7.783 min): VV028235.D\data.ms (-2086) (-) m/z 97.00 100.00%
97.0

55.0

5000 112.1
41.0
/L /A WORSRR A

69.0
‘ ‘ ‘ 83.1 7.40 7.60 7.80 8.00 8.20
m_m_m,uH“‘!mw‘mW\‘HumNUHMH‘w‘ww m/z 55.05 74.76%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0 /\\/\

o

5000 410 L L B AL B I
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.10  39.59%
T
O\\\‘\\-\f‘\\{l"\\\\}!‘\\\“1‘\\‘1‘\\\‘1l\\\\“}‘1\\‘\\Ll‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis-
558.0 97.0 1 J\
TRV S A0 B R T
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 41.00 28.00%
112.0
27.0
T P
IR P S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl- R
55.0 97.0 7.40 7.60 7.80 8.00 8.20

m/z 56.05 23.80%

5000
41.0 112.0
o e T
o140 [ Lo JOWLL

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 12 (DEL) Alkane: Cyclic8.227 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.227 0.55 ug/L 51475 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 91
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 91
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 91
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 83
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 80
Abundance Scan 2235 (8.227 min): VV028235.D\data.ms (-2228) (-) m/z 55.05 100.00%
55.0 97.0
83.0
5000
410 70.0 112.0

P T T

‘ ‘ ‘ 8.00 8.20 8.40 8.60
o‘H‘HH‘m‘,‘WHWNu\_lwm‘\”WMWWW m/z 97.08  99.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-

55.0
97.0
41.0
5000 T
700 830 1120 8.00 8.20 8.40 8.60
270 ' m/z 83.05 51.23%
0’1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0 J\
\ A‘W,MM
41.0 97.0 8.00 8.20 8.40 8.60
5000 700 83.0 m/z 40.95 41.02%
270 R 112.0
b0l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\M
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis- A T e
55.0 8.00 8.20 8.40 8.60
970 m/z 70.00  38.32%
5000 410 70.0 83.0
' 112.0
T i
o‘WH"m,"H_“H_ummw"m‘lMH:_WW_ ma_mw,”ﬁ_ﬂm”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 13 Ethanol, 2-butoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.333 0.96 ug/L 89710 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 n-Butyl ether 130 C8H180 000142-96-1 64
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
5 n-Butyl ether 130 C8H180 000142-96-1 50

Abundance Scan 2268 (8.333 min): VV028235.D\data.ms (-2252) (-) m/z 57.00 100.00%

57.0
5000
41.0

87.0 M
8.00 8.20 8.40 8.60
ool 722 110.9 130.2

0l S b ey m/z 41.08 23.39%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10025: Ethanol, 2-butoxy-
57.0

5000 L L R IR R R
8.00 8.20 8.40 8.60
41. 87.0 m/z 87.00 19.79%
0 180\‘\ ‘ Iy 720 | 10301180
H\‘HH‘HH‘HH‘HH‘HH‘HH‘\\H’HH‘HH‘\\H‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15666: n-Butyl ether
57.0 K
R RamE
8.00 8.20 8.40 8.60
5000 m/z 56.05 9.65%
29.0
87.0
0l..140 ‘\‘ L 720 1020 130.0
S RAARAaa e aa L L e e s aaa e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10026: Ethanol, 2-butoxy-

57.0 8.00 8.20 8.40 8.60
m/z 38.95 7.35%

5000
41.
87.0
150 || ), 720 | io0uso

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 14 Propane, 1-(1-methylethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.400 2.25 ug/L 210169 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 64
2 3-Pentanol, 3-ethyl- 116 C7H160 000597-49-9 64
3 4-Heptanol, 4-methyl- 130 C8H180 000598-01-6 64
4 3-Pentanol, 3-ethyl- 116 C7H160 000597-49-9 64
5 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 64
Abundance Scan 2289 (8.400 min): VV028235.D\data.ms (-2279) (-) m/z 44.95 100.00%
45.0 87.0
5000 69.0
8.00 8.20 8.40 8.60 8.80
129.0
Obrprrrrprrrerrrelies ey ik 2008 1290 eg 65 98, 64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5061: Propane, 1-(1-methylethoxy)-
43.0
5000 I RN U R R
8.00 8.20 8.40 8.60 8.80
87.0 m/z 43.00 71.46%
27.0 ‘ 59.0 73.0 ‘
O\H‘HH’\H‘}“‘HH“MH‘H‘H“HH’\‘\H’\H\‘HH‘H.H‘\H\‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9498: 3-Pentanol, 3-ethyl-
87.0
45.0 ANV W
8.00 8.20 8.40 8.60 8.80
5000 m/z 68.95 46.57%
29.0 69.0
e O RO T IO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15732: 4-Heptanol, 4-methyl- R R AR SEEESEEY
87.0 8.00 8.20 8.40 8.60 8.80
m/z 40.95 31.43%
45.0
5000
27.0 H 69.0 115.0
om‘w,m““mH‘WwMw‘,um,mlwwm_“ww,w AN S Nt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 15 Pentalene, octahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.931 1.44 ug/L 134380 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro- 110 C8H14 000694-72-4 90
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 90
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 90
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 86

Abundance Scan 2454 (8.931 min): VV028235.D\data.ms (-2444) (-) m/z 67.00 100.00%
67.0

82.0
5000
o et I
TOs40 || gso 1100 8.60 8.80 9.00 9.20
O el el il FIT LT mjz 82,00 56.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6704: Pentalene, octahydro-
67.0
5000 820

8.60 8.80 9.00 9.20
m/z 40.95 15.40%

27.0 “ 54.0 ‘ | w0 110.0
0\\‘\\\\‘\\\H“\\\\‘!\\\“\‘!‘\\‘\\‘\!‘\\\‘\“\\\\‘\\‘\\‘\\\\}\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0
R A RREmEREE
8.60 8.80 9.00 9.20
5000 82.0 m/z 79.18  13.69%
41.0
540
R A N =1 X
\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6756: Pentalene, octahydro-, cis-
67.0 8.60 8.80 9.00 9.20

m/z 80.95 13.45%

5000 82.0
41.0
54.0 110.0
. L0 M JAA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 16 n-Butyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.056  18.47 ug/L 1727180  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl ether 130 C8H180 000142-96-1 91
2 n-Butyl ether 130 C8H180 000142-96-1 72
3 n-Butyl ether 130 C8H180 000142-96-1 58

4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 47

Abundance Scan 2493 (9.056 min): VV028235.D\data.ms (-2480) (-) m/z 57.05 100.00%

57.0
5000 fk
41.0 87.1 e
‘ | a0 ‘ 101115 0 130.1 8.80 9.00 9.20 9.40
Ol el e 2 A0 AL s 41,00 23.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15668: n-Butyl ether
57.0
5000 L B L I L LI LR L
41.0 8.80 9.00 9.20 9.40
m/z 87.10 19.78%
2700 87.0
. Ll 730 | 1000 1300
\\‘\H\‘HH’HH’\H\‘HH‘HH‘HH‘HH‘HH’\H\’HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15665: n-Butyl ether
57.0
e ERREEEEE
8.80 9.00 9.20 9.40
5000 m/z 56.10 15.56%
41.0
87.0
o 270 ‘ | 730 | 1010 1300
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15667: n-Butyl ether R EE e R
57.0 8.80 9.00 9.20 9.40
m/z 39.00 5.33%
5000
41.0
87.0
27,0
0 - “\ 720 | 101031501300
P e e e e e A R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 17 Bicyclo[3.2.1]octane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.111 2.78 ug/L 260377  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 68
2 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 58
3 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 58
4 Bicyclo[2.2.1]heptane, 2-methyl- 110 C8H14 015185-11-2 52
5 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 50
Abundance Scan 2510 (9.111 min): VV028235.D\data.ms (-2503) (-) m/z 67.00 100.00%
67.0 820
127.1
5000
43.0 110.1
T e S e
H‘ ‘ | % 8.80 9.00 9.20 9.40
Oberrrerrrrererreetblre el L 982 L mjz s2.00  85.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6699: Bicyclo[3.2.1]octane
67.0
82.0
5000
1100 8.80 9.00 9.20 9.40
m/z 81.00 84.21%
53,0 ‘ ‘
O H‘\\H‘\H\‘\H\‘HH“\‘\M\‘H‘l\“\\H“\‘H\‘??\?H\\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6694: Bicyclo[2.2.2]octane
67.0
M ALan A
81.0 R B RRCAR
110.0 8.80 9.00 9.20 9.40
5000 m/z 127.10 58.95%
39.0
‘ 53,0 95.0
o2 e bl L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6695: Bicyclo[3.2.1]octane R R R
67.0 g2 0 8.80 9.00 9.20 9.40
m/z 59.00 56.35%
5000 110.0
0 wwww:}m ‘Hw?ﬁ‘?wpuwm‘m SO L YAy S
m/z--> 10 20 30 40 50 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92222WMA.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 18 Propane, 1,1'-[methylenebis... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.390 0.73 ug/L 297193 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1'-[methylenebis(oxy)... 160 C9H2002 002568-91-4 59
2 Dibutoxymethane 160 C9H2002 002568-90-3 42
3 Propane, 1-(chloromethoxy)-2-met... 122 C5H11Cl0 034180-11-5 40
4 Morpholine 87 C4HONO 000110-91-8 40
5 Formic acid, 1-tert-butoxyprop-2... 160 C8H1603 1000368-95-6 38
Abundance Scan 2908 (10.390 min): VV028235.D\data.ms (-2892) (| | m/z 57.10 100.00%
57.1
5000 871 J\
1000 1050
130.1 2810 : :
ol il L i 1928 2489 L nyz 87.10  51.10%
miz--> 50 100 150 200 250
Abundance #36896: Propane, 1,1'-[methylenebis(oxy)]bis[2-methyl-
57.0
5000 — S
87.0 10.00 10.50
m/z 41.00 22.58%
! “H L I \13\10
0 T T \ T ‘ T T T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #36856: Dibutoxymethane
57.0
- =
10.00 10.50
5000 87.0 m/z 56.00 7.57%
27To‘
oldbd | 170 ss00
m/iz--> 50 100 150 200 250
Abundance #11116: Propane, 1-(chloromethoxy)-2-methyl-
57.0 1000 1050
m/z 39.00 7.33%
87.0
5000
oL | A M)
m/z--> 50 100 150 200 250 10.00 10,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93022\
Data File : VV@28235.D

Acqg On : 30 Sep 2022 18:38

Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR92222WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Indane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.522 3.56 ug/L 1458040 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68

Abundance Scan 3260 (11.522 min): VV028235.D\data.ms (-3245) (- m/z 117.00 100.00%
117.0
5000 /\J¥
1 —
Ol Lol th 1442 o 118 00 55.90%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000
1150
m/z 115.0 37.16%
390 630 90
O\\l\s\()‘\\\\“\\H\\"‘\‘\\\‘\\“\\‘\\\!"\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 J\
<y ‘
1150
5000 m/z 90.95 14.47%
39.0 550 91.0 ‘
omw\hm
miz--> 20 40 60 100 120 140
Abundance #10206:Benzene,l%ﬁhenth%neﬂwL A N
117.0 1150
m/z 116.0 11.19%
5000
91.0
390 580
M O Y N |
m/z--> 20 40 60 80 100 120 140 1150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93022\
Data File : VV028235.D

Acqg On : 30 Sep 2022 18:38
Operator : SY/MD

Sample : N4873-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092222WMA.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-chlor... 1.214 0.5 ug/L 40934 1 5.609 376956 5.0
Sulfur dioxide 1.426 1.1 ug/L 79154 1 5.609 376956 5.0
(DEL) Alkane: S.. 4.754 0.6 ug/L 43583 1 5.609 376956 5.0
(DEL) Alkane: C.. 4.937 5.1 wug/L 383500 1 5.609 376956 5.0
(DEL) Alkane: C.. 5.246 0.5 ug/L 38777 1 5.609 376956 5.0
(DEL) Alkane: C.. 6.622 0.6 ug/L 44766 1 5.609 376956 5.0
Norbornane 6.792 0.7 ug/L 51248 1 5.609 376956 5.0
(DEL) Alkane: C... 7.442 0.9 ug/L 87475 2 8.847 467469 5.0
Isobutyl ether 7.561 0.7 ug/L 68496 2 8.847 467469 5.0
(DEL) Alkane: C... 7.783 0.5 ug/L 46888 2 8.847 467469 5.0
(DEL) Alkane: C... 8.227 0.6 ug/L 51475 2 8.847 467469 5.0
Ethanol, 2-butoxy- 8.333 1.0 ug/L 89710 2 8.847 467469 5.0
Propane, 1-(1-m... 8.400 2.3 ug/L 210169 2 8.847 467469 5.0
Pentalene, octa... 8.931 1.4 ug/L 134380 2 8.847 467469 5.0
n-Butyl ether 9.056 18.5 wug/L 1727180 2 8.847 467469 5.0
Bicyclo[3.2.1]o... 9.111 2.8 ug/L 260377 2 8.847 467469 5.0
Propane, 1,1'-[... 10.390 0.7 ug/L 297193 3 11.246 2047280 5.0
Indane 11.522 3.6 ug/L 1458040 3 11.246 2047280 5.0
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