LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 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\SFAMVTRO50322WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@25811.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.111 15 22 38 rVB 1439079 1312202 95.27% 13.285%
2 1.182 39 44 49 rVB 16910 15054 1.09% 0.152%
3 1.217 49 55 72 rVB 162079 147829 10.73% 1.497%
4 1.301 72 81 95 rBV2 935551 1377419 100.00% 13.946%
5 1.359 95 99 104 rw 29303 29284  2.13% 0.296%
6 1.391 104 109 112 rW 18564 22148 1.61% 0.224%
7 1.420 112 118 130 rVB 131335 145527 10.57% 1.473%
8 1.568 151 164 176 rBV3 150482 203151 14.75% 2.057%
9 1.638 176 186 199 rVB 166951 209337 15.20% 2.119%
10 1.770 217 227 233 rBV 236704 294995 21.42% 2.987%
11 1.812 233 240 260 rVV3 243681 443824 32.22%  4.493%
12 1.905 261 269 278 rVB 24756 32648 2.37% 0.331%
13 1.986 283 294 301 rBvV2 86432 127815 9.28% 1.294%
14 2.028 301 307 317 rVB 19839 27685 2.01% 0.280%
15 2.111 322 333 344 rBV 208857 304178 22.08%  3.080%
16 2.352 400 408 422 rVB 18005 30334 2.20% 0.307%
17 2.449 424 438 446 rBV5 22603 54364 3.95% 0.550%
18 2.536 454 465 474 rVWV 17242 34658 2.52% 0.351%
19 2.577 474 478 496 rVB4 11443 20968 1.52% 0.212%
20 2.764 521 536 552 rBV2 25964 54057 3.92% 0.547%
21 2.954 582 595 610 rVB4 54978 121884 8.85% 1.234%
22 3.044 611 623 644 rVB3 30969 68056 4.94% 0.689%
23  3.156 644 658 669 rBV5 10146 25196 1.83% 0.255%
24 3.462 737 753 769 rBV3 13881 36905 2.68% 0.374%
25 3.902 880 890 921 rBV2 46668 179794 13.05% 1.820%
26 4.352 1012 1030 1053 rBV 115218 305490 22.18%  3.093%
27 4.761 1143 1157 1177 rVB7 7391 22279 1.62% 0.226%
28 4.915 1192 1205 1223 rVB4 10735 27397 1.99% 0.277%
29 5.050 1230 1247 1282 rBV2 257569 668452 48.53% 6.768%
30 5.320 1317 1331 1340 rBV5 7909 17782 1.29% 0.180%
31 5.384 1341 1351 1370 rVB8 13665 37556 2.73% 0.380%
32 5.500 1375 1387 1395 rBvV6 9278 19333 1.40% 0.196%
33 5.619 1412 1424 1454 rBV 174895 382140 27.74% 3.869%
34 6.072 1547 1565 1582 rBV 148489 311909 22.64%  3.158%
35 6.989 1838 1850 1873 rBV3 58694 114002 8.28% 1.154%

36 7.317 1941 1952 1969 rBV 289736 508737 36.93% 5.151%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 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\SFAMVTRO50322WMA .M
Title : TRACE VOA SFAM1.0

37 7.397 1969 1977 1990 rVB2 17130 33531 2.43% 0.339%
38 7.625 2040 2048 2074 rVB3 32583 70144 5.09% 0.710%
39 8.088 2183 2192 2221 rBV 259907 511720 37.15% 5.181%
40 8.850 2416 2429 2447 rBV 276306 455663 33.08% 4.613%
41 9.018 2472 2481 2490 rBV 10972 17028 1.24% 0.172%
42 9.143 2513 2520 2529 rBV 10272 16257 1.18% 0.165%
43 10.214 2842 2853 2867 rBV 93821 149308 10.84% 1.512%
44 11.249 3163 3175 3194 rBV 270975 424431 30.81% 4.297%
45 11.532 3254 3263 3272 rBV 14776 24997 1.81% 0.253%
46 11.622 3280 3291 3308 rBV 255634 404341 29.35% 4.094%
47 12.342 3507 3515 3526 rBV3 13077 20112 1.46% 0.204%
48 17.091 4983 4992 5001 rBV 9128 15167 1.10% 0.154%

Sum of corrected areas: 9877088
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV025811.D\data.ms
14000004.111

1200000

1000000 1.301

800000
600000
400000
117802 5 141 5.050
200000 |1.217; 45 b8 5619 6.072

4.352
08
@@Mﬁﬁﬁ%i‘%@ﬂse 3462 3902 J\ 4760918\ 5328%0
\\\‘\\\\‘\\\\‘\\\\‘\\

‘ 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: VV025811.D\data.ms
1400000

misyyglF

1200000
1000000
800000
600000

400000

7.317 8.088 8.850 11.249 11622

200000
10.214

9.098143 N 115

6.989
0~ ‘ jwk* ‘ '3‘97\7.‘62‘5 L T \ T 7 ] T T T T
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: VV025811.D\data.ms

1400000

1200000

1000000

800000

600000

400000

200000

12.342 17.091
T 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\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.111  17.17 ug/L 1312200 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 22 (1.111 min): VV025811.D\data.ms (-15) (-) m/z 41.10 100.00%

41.1
5000
M ‘ o1 1.101.201.301.401.50
0L e e m/z 38.95 82.01%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.05 61.02%
0 180 |
O \\\\H\\‘}\\\’H\\’\\\}’\HHHHiHH‘HHH\H‘ \{\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
RRERE e R
1.101.201.301.401.50
5000 27.0 m/z 43.10 32.51%
29 180
Ot T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50
m/z 44.05 32.40%
5000 270
14.0 ‘ H
0\\HHH‘HHMH\MHH\HWH\qHM\\HHH\‘1W\HWHH‘HHM\HMH (e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.217 1.93 ug/L 147829  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59
Abundance  Scan 55 (1.217 min): VV025811.D\data.ms (-49) (-) m/z 43.05 100.00%
43.0 q
5000
1.20 1.40 1.60
50.0 97.1
Ol o b byt et M/Z 41,85 47.90%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000
1.20 140 1.60
27.0 S
m/z 42.05 32.41%
oL 10 190 “m 36|, 500570
HHHH‘HH‘HH‘HH‘HH‘HH‘HH’HH‘HH‘H\’HH‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
B o
1.20 1.40 1.60
5000 m/z 39.00 20.81%
27.0
T e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0 1.20 140 1.60
m/z 57.10 4.52%
5000
27.0
0 15‘0 \‘\‘ \\‘\ | 50.0 5§0
e e e A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.420 1.90 ug/L 145527 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 83
3 1-Butene 56 C4H8 000106-98-9 80
4 1-Butene 56 C4H8 000106-98-9 80
5 2-Butene, (Z)- 56 C4H8 000590-18-1 72
Abundance Scan 118 (1.420 min): VV025811.D\data.ms (-112) (-) m/z 41.05 100.00%

41.0
56.1
5000

1.20 1.40 1.60 1.80

om_‘H_‘H‘mWml}‘m\‘e‘m‘??:q“7‘7‘-‘9‘” m/z 56.10  67.62%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
410
5000 560 LN L L L L B B

1.20 1.40 1.60 1.80
28.0 m/z 39.00 42.33%

miz--> 0O 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0

1.20 1.40 1.60 1.80

5000 56.0 m/z 55.05 30.99%
28.0
bz o N Ml
miz-> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0 1.20 1.40 1.60 1.80

m/z 53.00 13.04%

5000 56.0
28.0
20 150 H
0 H““H“‘H‘“‘L““M“‘Mhy“u““u““

m/z--> 0O 10 20 30 40 50 60 70 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.638 2.74 ug/L 209337 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Pentane 72 C5H12 000109-66-0 50
4 Pentane 72 C5H12 000109-66-0 45
5 3-Buten-1-o0l 72 C4H80 000627-27-0 40
Abundance Scan 186 (1.638 min): VV025811.D\data.ms (-176) (-) m/z 43.05 100.00%
43.0
57.1
5000
R EEmRERRE S
‘ ‘ 72.1 1.40 1.60 1.80 2.00
0 m_‘H_m,mwHuwm,uu‘”_m_‘m_m m/z 42.10 83.98%
miz--> 0 10 20 30 40 70 80
Abundance #813:Butane,24nethyh
43.0
57.0
5000 27.0
1.40 1.60 1.80 2.00
15.0 m/z 41.65 81.17%
72.0
O\\\‘2\0\\\‘\\\\’\\11‘\\\\}}\\"\‘\‘!\‘\\\\“1\\\‘\\\\
miz--> 0 10 20 30 40 60 70 80
Abundance #814:BLnane,24nethyL
43.0
570 1.40 1.60 1.80 2.00
5000 m/z 57.10 67.74%
29.0
15.0 o 72"0
O e e
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane AH““H““‘W““‘H‘
43.0 1.40 1.60 1.80 2.00
m/z 39.00 27.42%
5000
27.0 57.0 720
T ) S ot o
m/z--> 0 10 40 50 60 70 80 1.40 1.60 1.80 2.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

kK ok K ok ok ok Kok K K

Peak Number

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50322\

: VVe25811.D

: 03 May 2022 22:21

: SY/MD

: N2625-10

: 25mL/MSVOA_V/WATER

: 32 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

5k 5k 3 5K ok 3 5K 5k 3 5K ok 3 5K 5k 3 5K 5k 3 5k 5k 3 5k 5k 3k 5K 5k 3 5k 5k 3k 3k 5k 3k 5k 5k 3k 3k >k 3k 5k >k 3 5k >k 3k >k >k 5k 3k >k 5k >k Kk Kk kK
5 (DEL) Alkane: Cyclicl.770 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1.770 3.86 ug/L 294995  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 90
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 83
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 76
4 1-Pentene 70 C5H10 000109-67-1 76
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 74

Abundance Scan 227 (1.770 min): VV025811.D\data.ms (-217) (-)

42.0
55.1
5000 01
62.9
miz--> 0 10 20 30 4 50 60 70 80
Abundance #656: Cyclopropane, ethyl-
42.0
5000 580
27.0
70.0
15.0 ‘
0\\\’2.\0\\\‘\}‘\\‘HH‘\H‘W‘\Hi‘\‘“\‘\\\\’\\\\‘
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #637: 2-Pentene, (Z)-
55.0
5000 42.0 70.0
29.0
wo L
ottt
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #653: Cyclopropane, ethyl-
42.0
5000 55.0
27.0 70.0
15.0 ‘ ‘
L s R
m/z--> 0 10 20 30 40 50 60 70 80

SFAMVTRO50322WMA.M Mon May @9 15:31:15 2022

m/z 42.05 100.00%

-

1.40 1.60 1.80 2.00
m/z 55.10  81.42%

-

1.40 1.60 1.80 2.00
m/z 70.10 50.27%

1.40 1.60 1.80 2.00
m/z 41.05 48.27%

3

1.40 1.60 1.80 2.00
m/z 38.95 40.71%

3

1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.812 5.81 ug/L 443824  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64
Abundance Scan 240 (1.812 min): VV025811.D\data.ms (-233) (-) m/z 43.10 100.00%
43.
5000 55.1
R e N
J ‘ 721 1.40 1.60 1.80 2.00 2.20
Ol 38 W1 l1629 UL s 42,10 60.09%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000
27.0 1.40 1.60 1.80 2.00 2.20
m/z 41.05 54.48%
15.0 \ | |
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\w\’\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 270 m/z 55.10 38.96%
15.0 ‘ ‘ 570 720
0 \\\‘2-\0\\\‘\\‘\\‘\\1!‘\\\\i\}\\‘\\‘iw’\\\\‘lwww‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 26.93%
5000
27.0
57.0
b 150 ‘ | | 72.0
(LSS N SRS 1 ESEMEESSSA BB
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 (DEL) Alkane: Cyclic1.986 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.986 1.67 ug/L 127815 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87

2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87

3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 83

5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 83

Abundance Scan 294 (1.986 min): VV025811.D\data.ms (-283) (-) m/z 55.05 100.00%

55.0
5000 a1 701
‘ 62.9 1.60 1.80 2.00 2.20 2.40
Ot e OS2 P8 e m/z 76.10 39.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 BB R
410 700 1.60 1.80 2.00 2.20 2.40
200 il m/z 42.10  33.94%
O }\H‘H‘H‘\}\M}H\‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #639: 2-Pentene, (Z)-
55.0
P e
1.60 1.80 2.00 2.20 2.40
5000 42.0 m/z 39.00 32.76%
' 70.0
29.0
0 150 \H \\“ A 63'0”‘
b P e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.00 24.75%
5000 70.0
41.0
29.0
0 “63‘0““‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50322\
Data File : VV@25811.D

Acqg On : 03 May 2022 22:21

Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA .M
: 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
2.449 0.71 ug/L 54364 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 91
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 87
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 68
4 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 68
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 50
Abundance Scan 438 (2.449 min): VV025811.D\data.ms (-424) (-) m/z 55.10 100.00%
41.1 55.1 69.1
5000 84.1 /
N AERATEEEE R
‘ | 2.20 2.40 2.60 2.80
o Y N NS A TR m/z 41.10  94.51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
41.0 M
5000 L B L I L B B
27.0 840 2.20 2.40 2.60 2.80
m/z 69.10 90.50%
15.0 Ll
O\\\‘\\‘\\‘\\1}‘\\\}}\‘\\\‘M\\‘\‘\\‘\‘\“\\\\‘\\‘\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1677: Pentane, 3-methylene-
41.0 69.0 AA
55.0 P o8 W AN
2.20 2.40 2.60 2.80
5000 27.0 84.0 m/z 56.10 56.60%
15.0 ‘
) ST 1 e | OO I
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl- j&frm““““u““““
55.0 2.20 2.40 2.60 2.80
4L.0 69.0 m/z 39.00 52.65%
5000 27.0
84.0
15.0 ‘ ‘
0\H‘\\‘H‘H1!‘\\mH\\\“1lu‘\u‘\“uu‘um‘u R N Ran aT
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.764 0.71 ug/L 54057 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86

4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 74
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 536 (2.764 min): VV025811.D\data.ms (-521) (-) m/z 57.10 100.00%

57.1
41.0
5000
AR R e e RNARE
‘ ‘ |, 70 seo 2.40 2.60 2.80 3.00
0 e et m/z 56.10 88.67%

mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
290 41.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.40 2.60 2.80 3.00
m/z 41.00 58.33%
oL 10 150 \ Al 710 860
TTT ‘ TTTT ‘ TTTT ‘ L ‘ LU ‘ \ T ‘ \ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-

57.0

2.40 2.60 2.80 3.00
5000 ' m/z 43.10 23.92%

29.0
oo s | T o
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0

2.40 2.60 2.80 3.00
m/z 39.00 21.44%

29.0 41.0
5000
o.20 150 \‘ Ay 70 eeo N\M

m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.954 1.59 ug/L 121884 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 76
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 74
3 1-Hexene 84 C6H12 000592-41-6 64
4 1-Hexene 84 C6H12 000592-41-6 62
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 53
Abundance Scan 595 (2.954 min): VV025811.D\data.ms (-582) (-) m/z 56.10 100.00%

41.0 56.1
5000
69.0 841 |

2.60 2.80 3.00 3.20

0Ll Ul w2 41,05 97.41%
mlz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
41.0 56.0
27.0
5000 L L AL BLALA B B

640 2.60 2.80 3.00 3.20
69.0 ' m/z 55.10 60.75%

15.0 ‘
O \\\‘2\0\\\‘\\‘\\‘\\1!‘\\\}}\\\\“\” \‘\\\‘\‘\\\\‘\\‘\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
410 56.0

2.60 2.80 3.00 3.20
5000 27.0 m/z 39.00 53.38%

69.0
84.0
15.0
0 "‘(‘)H"1‘0‘}“‘2‘()”1!3‘()“‘1()”;(‘){‘} “6‘()‘”“7“()‘”‘8‘()“3()”
Abuna Rﬂ“w A
Abundance #1642: 1-Hexene w“‘w“‘w“/xﬁﬁvﬂ/

410 56.0 2.60 2.80 3.00 3.20
m/z 42.05 49.77%

27.0
5000 84.0
15.0 ‘ ‘ 69.0
0 | 1 i L I

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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 2-Ethyl-oxetane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.044 0.89 ug/L 68056 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 80

2 n-Hexane 86 C6H14 000110-54-3 80

3 n-Hexane 86 Ce6H14 000110-54-3 78

4 n-Hexane 86 C6H14 000110-54-3 72

5 n-Hexane 86 C6H14 000110-54-3 42

Abundance Scan 623 (3.044 min): VV025811.D\data.ms (-611) (-) m/z 57.10 100.00%

57.1
41.0
5000
R
‘ | o 200 2.80 3.00 3.20 3.40
o1 e e m/z 41.05 67.42%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 \/L

5000 LU BN B I L L
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 52.63%
71.0 ‘
0150”
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
“‘,
43.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 51.07%
86.0
71.0 ‘
0 O E11FESSSSSERN MBS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane R aREE e e S RRA M
41.0 57.0 2.80 3.00 3.20 3.40

m/z 42.00 30.40%

29.0
5000
86.0
15‘.0 ‘ 71.0 ‘
, | M A |

m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50322\
Data File : VV@25811.D

Acqg On : 03 May 2022 22:21
Operator : SY/MD

Sample : N2625-10

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO50322WMA.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|
(DEL) Alkane: S.. 1.111 17.2 ug/L 1312200 1 5.619 382140 5.0
(DEL) Alkane: S.. 1.217 1.9 ug/L 147829 1 5.619 382140 5.0
(DEL) Alkane: S.. 1.420 1.9 ug/L 145527 1 5.619 382140 5.0
(DEL) Alkane: S.. 1.638 2.7 ug/L 209337 1 5.619 382140 5.0
(DEL) Alkane: C.. 1.770 3.9 ug/L 294995 1 5.619 382140 5.0
(DEL) Alkane: S.. 1.812 5.8 wug/L 443824 1 5.619 382140 5.0
(DEL) Alkane: C.. 1.986 1.7 wug/L 127815 1 5.619 382140 5.0
(DEL) Alkane: S.. 2.449 0.7 ug/L 54364 1 5.619 382140 5.0
(DEL) Alkane: S.. 2.764 0.7 ug/L 54057 1 5.619 382140 5.0
(DEL) Alkane: S.. 2.954 1.6 ug/L 121884 1 5.619 382140 5.0
2-Ethyl-oxetane 3.044 0.9 ug/L 68056 1 5.619 382140 5.0
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