LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025810.D

Acqg On : @03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 31 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: VV@25810.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 39 rVB 1486103 1374126 97.12% 12.761%
2 1.182 39 44 50 rVB 22354 20180 1.43% 0.187%
3 1.217 506 55 73 rVB 160475 151074 10.68% 1.403%
4 1.304 73 82 95 rBV2 954431 1414812 100.00% 13.139%
5 1.359 95 99 104 rVB 24790 22129 1.56% 0.206%
6 1.420 112 118 132 rVB 132418 149602 10.57% 1.389%
7 1.571 152 165 175 rBvV2 175830 224117 15.84%  2.081%
8 1.638 177 186 200 rVB 175245 217413 15.37% 2.019%
9 1.770 218 227 233 rBV 253842 310327 21.93% 2.882%
106 1.812 233 240 260 rVV3 246205 434282 30.70% 4.033%
11  1.9065 261 269 281 rVB 25930 35601 2.52% 0.331%
12 1.986 283 294 302 rBV 88274 127498 9.01% 1.184%
13 2.027 302 307 316 rVB2 18757 26013 1.84% 0.242%
14 2.111 322 333 345 rBV 247068 360984 25.51%  3.352%
15 2.352 401 408 420 rVB 15069 25524 1.80% 0.237%
16 2.449 420 438 449 rBV6 22789 62394 4.41% 0.579%
17 2.532 458 464 473 rW2 16677 27179 1.92% 0.252%
18 2.580 474 479 498 rVB3 11244 21802 1.54% 0.202%
19 2.767 524 537 551 rVB3 25075 51027 3.61% 0.474%
20 2.953 581 595 612 rVB3 54723 121943 8.62% 1.132%
21 3.043 613 623 644 rVB2 30998 63992 4.52% 0.594%
22 3.159 647 659 668 rBV7 9198 19865 1.40% 0.184%
23 3.461 740 753 767 rBv4 14363 34470 2.44% 0.320%
24 3,899 877 889 943 rBV2 63894 244708 17.30%  2.272%
25 4.352 1015 1030 1052 rBV 137559 357919 25.30%  3.324%
26 5.050 1231 1247 1283 rBV2 311064 803477 56.79% 7.462%
27 5.323 1323 1332 1341 rBVS 6584 14373 1.02% 0.133%
28 5.381 1342 1350 1369 rVB8 12626 34169 2.42% 0.317%
29 5.497 1374 1386 1399 rBvVS8 8040 17528 1.24% 0.163%
30 5.619 1413 1424 1454 rBV 188180 402217 28.43% 3.735%
31 6.072 1549 1565 1594 rBV 180326 389072 27.50% 3.613%
32 6.989 1839 1850 1873 rBV 72850 140026 9.90% 1.300%
33 7.317 1938 1952 1968 rBV 359330 624272 44.12% 5.797%
34 7.397 1970 1977 1990 rVvB2 17867 34662 2.45% 0.322%
35 7.625 2038 2048 2070 rVB 40357 78879 5.58% 0.733%

36 8.088 2181 2192 2231 rBV 328808 637424 45.05% 5.919%
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LSC Area Percent Report

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

Data File : VV©25810.D

Acqg On : 03 May 2022 21:57

Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 31 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 8.850 2418 2429 2450 rBV 298157 497353 35.15% 4.619%
38 9.017 2471 2481 2491 rBV 9671 16523 1.17% 0.153%
39 9.143 2511 2520 2531 rBV2 9573 17600 1.24% 0.163%
40 10.214 2841 2853 2872 rBV 111788 179264 12.67% 1.665%
41 11.249 3164 3175 3194 rBV 281746 438805 31.02% 4.075%
42 11.535 3255 3264 3280 rBV6 9118 17469 1.23% 0.162%
43 11.622 3280 3291 3311 rVB 316013 497452 35.16% 4.620%
44 12.345 3506 3516 3529 rBv4 17850 28746 2.03% 0.267%
Sum of corrected areas: 10768292
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance
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1000000
800000
600000
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31

LSC Report - Integrated Chromatogram

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

: VVe25810.D
: 03 May 2022 21:57
: SY/MD
: N2625-09
: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

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

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

TIC: VV025810.D\data.ms

J11

1.304

5.050

117802 2.111
217 45868 4.352

1.98
11521350 00712 %0m8se 167 Paso 3401 89 N 552819

5.619 6.072

=
=)

0
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 320 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
TIC: VV025810.D\data.ms

7.317 8.088

8.850 11.249 11.622

10.214
6.989
A 13977625 9.097143 115

(oL
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV025810.D\data.ms

12 345

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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  17.08 ug/L 1374130  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 Cyclopropane 42 C3He 000075-19-4 7

5 Cyclopropene 40 C3H4 002781-85-3 5
Abundance  Scan 22 (1.111 min): VV025810.D\data.ms (-15) (-) m/z 41.05 100.00%

41.0
5000

M ‘ 1.101.201.301.401.50

58.0
O b T e e e A e e m/z 39.00 82.33%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
21.0 1.101.201.301.401.50

m/z 42.10 61.55%
I

0 180 |
OHHHH‘HH‘HH‘\HHHH‘HH‘HH‘HH‘\H \M‘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

1.101.201.301.401.50

5000 27.0 m/z 43.10 30.85%
20 o
O et T e e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane REmamERE e
42.0 1.101.201.301.401.50

m/z 44.05 30.44%

5000 27.0

14.0 ‘ H
0\\uuu‘uuw\uwwlhuw\uqulwuu‘mu‘ b (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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 1.88 ug/L 151074 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 45
Abundance  Scan 55 (1.217 min): VV025810.D\data.ms (-50) (-) m/z 43.10 100.00%

43.1
5000

- ““““““
‘ 50.0 57.0

120 140 160
Olerrrrrerprrreprrrprerprre o R e by M/Z 41,05 5@.94%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000

120 140 1.60

270 m/z 42.05  33.10%
6 150 “ 60|l 500570
\H\H\\‘\H\‘\H\‘\\H‘H\\‘HH‘HH‘HH‘HH’H\‘HH‘HH‘HH’HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
BAmmn o
120 140 1.60
27.0
o 1.0 “m 360 |, 50,0570
T e T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 1.20 1.40 1.60

m/z 44.00 4.55%

5000
27.0
15.0
0 2.0 | N , 50.057.0

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 l 20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050322\
Data File : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 1.86 ug/L 149602  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 1-Butene 56 C4H8 000106-98-9 86
3 1-Butene 56 C4H8 000106-98-9 80
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
5 2-Butene, (Z)- 56 C4H8 000590-18-1 74
Abundance Scan 118 (1.420 min): VV025810.D\data.ms (-112) (-) m/z 41.05 100.00%
41.0
56.0
5000
1.20 1.40 1.60 1.80
dll \H\M 78.3 )
74— m/z 56.05 67.36%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
5000 LN L L L L B B
56.0 1.20 1.40 1.60 1.80
280 m/z 39.00  43.24%
O 2.015-01
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 55.10 32.79%
5000 56.0
28.0
oL.20, 150
miz--> 0 10 20 30 40 50 60 70 80
Abundance #195: 1-Butene
41.0 1.20 1.40 1.60 1.80
m/z 53.10 13.33%
5000 56.0
27.0
oL o 0 “AA‘J\A
m/z--> 0 10 20 30 40 50 60 70 80 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 2.70 ug/L 217413 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 90
3 Pentane 72 C5H12 000109-66-0 50
4 3-Buten-1-o0l 72 C4H80 000627-27-0 47
5 1-Butene 56 C4H8 000106-98-9 18
Abundance Scan 186 (1.638 min): VV025810.D\data.ms (-177) (-) m/z 43.05 100.00%
43.0
57.1
5000
‘ ‘ 721 1.40 1.60 1.80 2.00
0l et el b m/z 42.05 85.70%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 41.05 79.49%
72.0
15.0 ‘ | |
O\\\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘i\\\‘\\\\‘\\\\“\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
1.40 1.60 1.80 2.00
270 57.0
5000 : m/z 57.10 71.06%
15.0
72.0
0“‘%Q‘W‘iH"H1“H‘}m“mﬂlu“uylu“u‘
miz--> 0 10 20 30 40 50 60 70 80 /k
Abundance #809: Pentane AH““‘H““W““‘H‘
43.0 1.40 1.60 1.80 2.00
m/z 39.00 27.05%
5000
27.0 57.0 720
0 \H‘HH‘:\L\STQ‘Hc“‘\Hc‘i\1”‘m‘l‘\‘uu‘\‘uw\u
m/z--> 0 10 20 30 40 50 60 70 80 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.770 3.86 ug/L 310327 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H1e 000109-67-1 81
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 74
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 70
5 1-Pentene 70 C5H10 000109-67-1 68
Abundance Scan 227 (1.770 min): VV025810.D\data.ms (-218) (-) m/z 42.05 100.00%
42

0
55.0
5000 70.0

1.40 1.60 1.80 2.00
78.0

0l b i 78O sz 55,05 79.49%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene
42.0
55.0
5000
700 1.40 1.60 1.80 2.00
29.0 m/z 70.05 50.43%
so | WL
O\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\‘f\\\‘\\\\[\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #656: Cyclopropane, ethyl-
42.0
R AR
1.40 1.60 1.80 2.00
5000 55.0 m/z 41.05 48.93%
27.0
70.0
15.0 ‘
o““z:o‘wm‘”_‘!“_ml“m‘Nuwmwwwm
miz--> 10 20 30 40 50 60 70 80
Abundance #652: Cyclobutane, methyl- ‘,‘Hfﬁkfﬂh“W‘u“
42.0 1.40 1.60 1.80 2.00
m/z 39.00 42.46%
5000
55.0
21.0 ‘ 70.0
m/z--> 0 10 20 30 40 50 60 70 80 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 5.40 ug/L 434282  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80

4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 80

Abundance Scan 240 (1.812 min): VV025810.D\data.ms (-233) (-) m/z 43.10 100.00%

5000
55.1
T e
‘ “ 72.1 1.40 1.60 1.80 2.00 2.20
ol et WL 830 L myz 42.10 56.66%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000

1.40 1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.10 52.61%

‘ 72.0
15.0 ‘ ‘ ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\‘\u\‘\\\\‘\\\\‘\\\
m/z--> 0 10 40 50 60 70 80
Abundance #806: Pentane

43.0

140160180200220

15.0 ‘ ‘ 570 750
0 H*\270***\H‘H\**1!wHi*‘Hw”‘w”wlmwm
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #808: Pentane
43.0 1.40 1.60 1.80 2.00 2.20

m/z 39.00  20.85%

5000
27.0 57.0 72.0
0 15.0 ‘ ‘ ‘ | M‘ ‘

m/z--> 0O 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.986 1.58 ug/L 127498 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
3 2-Pentene 70 C5H10 000109-68-2 86
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
Abundance Scan 294 (1.986 min): VV025810.D\data.ms (-283) (-) m/z 55.05 100.00%
55.0
5000
42.1 0.1

1.60 1.80 2.00 2.20 2.40

1.
Ot BLS UL T8O 06 1 41.04%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #642: 2-Pentene, (E)-
5.0
5000 70-0 /\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
39.0 1.60 1.80 2.00 2.20 2.40
29.0 m/z 42.10 36.15%

o

15.0 H 1] 48. “‘62.0”‘
H‘HH‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH HH‘HH‘\H\‘HH‘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
A

1.60 1.80 2.00 2.20 2.40

5000 42.0 ITI z 38.95 33.99%
’ 70.0
29.0
Lo Il el
P T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #633: 2-Pentene
55.0 1.60 1.80 2.00 2.20 2.40

m/z 41.00 24.68%

5000 42.0 70.0
29.0
0 150 “\‘ \‘\ | il 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\VVv050322\
Data File : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 8 (DEL) Alkane: Cyclic2.449 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.449 0.78 ug/L 62394 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 68
2 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 60
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 58
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 58
Abundance Scan 438 (2.449 min): VV025810.D\data.ms (-420) (-) m/z 55.10 100.00%
41.0 551 69.1
5000
84.1
‘ ‘ 2.20 2.40 2.60 2.80
0l bl e m/z 41,00 91.35%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0
69.0 M
5000 270 LA B L I I LA L L
840 2.20 2.40 2.60 2.80
m/z 69.10 90.13%
15.0
O\\\:L‘.\O\\\‘\\‘\\‘\\1!‘\\\}‘!‘\\\i‘ih\‘\‘\\\‘\i\\\\‘\\‘\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1711: Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0 55.0 /\/\
R RRRR A SRR
2.20 2.40 2.60 2.80
m/z 56.10 66.00%
5000 270 69.0 /
84.0
15.0 ‘ ‘ ‘
0 ‘H"H"HV‘_‘1M"Nl‘u‘ﬁw‘u_‘ﬂq“u“u“‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl- Aﬁ%ﬁ“u““““u““‘
55.0 69.0 2.20 2.40 2.60 2.80
41.0 m/z 39.00 52.46%
5000
21.0 84.0
m/z--> 0 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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.
2.767 0.63 ug/L 51027 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 Ce6H14 000096-14-0 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 53

Abundance Scan 537 (2.767 min): VV025810.D\data.ms (-524) (-) m/z 57.10 100.00%

57.1
41.0
5000
DN LY R N
“ 712 860 2.40 2.60 2.80 3.00
Obrerrerrerrrrepreer el gl b U mjz s6.1e 85.33%

mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0

5000 ‘,“H““w“‘w“‘w‘
2.40 2.60 2.80 3.00

m/z 40.95 62.23%
I ‘\ |

71.0
\\\%\0\\\‘]\-?\(\)‘\\\\‘\\\\‘\\\\‘\\\}‘\\\\“\\\\‘?\?'\?\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0

2.40 2.60 2.80 3.00
5000 410 m/z 43.10  24.77%

71.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0

2.40 2.60 2.80 3.00

o

o

43.0 m/z 39.60 18.07%
85.0
5000
29.0
0150690990 W;
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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 9
R.T. EstConc Area Relative to ISTD R.T.
2.953 1.52 ug/L 121943  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 81

2 1-Hexene 84 C6H12 000592-41-6 76

3 1-Hexene 84 C6H12 000592-41-6 76

4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 74

5 3-Hexene, (E)- 84 C6H12 013269-52-8 58

Abundance Scan 595 (2.953 min): VV025810.D\data.ms (-581) (-) m/z 56.10 100.00%

41.0 56.1
5000
9.0 841 \\

2.60 2.80 3.00 3.20

0l e il bbb m/z 41,00 99.74%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000 L LA R B B B
27.0 69.0 84.0 2.60 2.80 3.00 3.20

m/z 55.10 66.61%
15.0

| \‘ L i ‘
TTT ‘ TTTT ‘ TTTT ‘ TT \ T ‘ T \ \ ‘ TTTT ‘ T \ \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1639: 1-Hexene
41.0 56.0

260280300320

o

27.0
e9.0 840
obrtse ALl
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene “HH,HHWHWH_
410 g9 2.60 2.80 3.00 3.20

m/z 39.00 50.46%

27.0
5000
84.0
69.0 W
\ A
0 2.0 \ | ‘ l 2 . . /\/\\/\J

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 : VV025810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 31 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.
3.043 0.80 ug/L 63992 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 64
3 n-Hexane 86 C6H14 000110-54-3 45
4 n-Hexane 86 C6H14 000110-54-3 42
5 Azetidine 57 C3H7N 000503-29-7 38

Abundance Scan 623 (3.043 min): VV025810.D\data.ms (-613) (-) m/z 57.05 100.00%

57.0
41.0
5000
86.1 \“‘w“u‘u“w“w‘u
‘ |, 7 2.80 3.00 3.20 3.40
o e e e e m/z 41.00 70.14%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 \/\
5000 L B I L L B B B
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.10 58.60%
71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 50.65%
86.0
15.0 71.0
oY 4O 111 PSR SN B
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane “H““‘_“‘,H“‘(¥
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.00  33.96%
29.0
5000
86.0
0 15"0 | ‘ 71.0
0 : | |

R R e R e e R R REEaEEEETE R

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50322\
Data File : VV@25810.D

Acqg On : 03 May 2022 21:57
Operator : SY/MD

Sample : N2625-09

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 31 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 17.1 ug/L 1374130 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.217 1.9 ug/L 151074 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.420 1.9 ug/L 149602 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.638 2.7 ug/L 217413 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.770 3.9 ug/L 310327 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.812 5.4 ug/L 434282 1 5.619 402217 5.0
(DEL) Alkane: S.. 1.986 1.6 ug/L 127498 1 5.619 402217 5.0
(DEL) Alkane: C.. 2.449 0.8 ug/L 62394 1 5.619 402217 5.0
(DEL) Alkane: S.. 2.767 0.6 ug/L 51027 1 5.619 402217 5.0
(DEL) Alkane: S.. 2.953 1.5 ug/L 121943 1 5.619 402217 5.0
2-Ethyl-oxetane 3.043 0.8 ug/L 63992 1 5.619 402217 5.0
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