LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@52557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.360 3 6 27 rVB 990535 905215 82.46%  8.425%
2 1.491 40 47 65 rBvV 69938 78353 7.14% 0.729%
3 1.591 69 78 94 rBV3 420378 729196 66.42% 6.787%
4 1.662 94 100 105 rVwVv 12635 12289 1.12% 0.114%
5 1.733 116 122 131 rVB 56306 64275 5.85% ©.598%
6 1.913 164 178 194 rVv2 90798 135990 12.39% 1.266%
7 1.996 196 204 218 rVB 66091 90346  8.23% 0.841%
8 2.157 245 254 262 rBV 101658 141219 12.86% 1.314%
9 2.212 262 271 288 rVB2 101797 205315 18.70% 1.911%
10 2.318 295 304 314 rBvV2 10702 16774 1.53% 0.156%
11  2.417 323 335 344 rBV 35804 58762 5.35% ©.547%
12 2.469 344 351 366 rVB2 16702 28763 2.62% 0.268%
13  2.569 366 382 395 rBV 133020 223032 20.32% 2.076%
14 2.639 397 404 424 rVB 9252 23446  2.14%  0.218%
15 2.797 442 453 464 rBvV2 12921 22873 2.08% 0.213%
16 2.980 494 510 518 rBV6 12001 32804 2.99%  0.305%
17 3.044 521 530 550 rVW6 33541 91294 8.32% ©0.850%
18 3.134 552 558 578 rVB4 7402 15877 1.45% 0.148%
19 3.353 611 626 646 rBvV 185845 374262 34.09% 3.483%
20 3.585 682 698 716 rVB4 32974 85723 7.81% ©.798%
21 3.7 719 734 750 rVB3 15177 33277 3.03% 0.310%
22 4,192 868 887 899 rBV6 8161 20102 1.83% 0.187%
23 4.658 1006 1032 1059 rBV2 292730 1038704 94.62% 9.668%
24 5.060 1141 1157 1182 rVB 127906 287747 26.21% 2.678%
25 5.591 1312 1322 1331 rVB4 5644 11178 1.02% ©.104%
26 5.723 1341 1363 1396 rBV2 256241 714378 65.07% 6.649%
27 5.964 1427 1438 1446 rBV3 5897 11185 1.02% 0.104%
28 6.022 1447 1456 1474 rVB5 8755 20375 1.86% 0.190%
29 6.244 1512 1525 1552 rBV 196248 390915 35.61% 3.638%
30 6.539 1602 1617 1634 rBV2 149110 288252 26.26%  2.683%
31 6.684 1647 1662 1681 rBV 173801 340364 31.00%  3.168%
32 7.562 1921 1935 1949 rBV 80927 144046 13.12% 1.341%
33 7.893 2020 2038 2053 rBV 284600 487947 44.45%  4.542%
34 7.964 2053 2060 2070 rvVB 13844 21983 2.00% 0.205%
35 8.176 2114 2126 2144 rBV2 52761 92070 8.39% 0.857%

36 8.549 2229 2242 2255 rBV 457333 765284 69.71%  7.123%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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_U\Method\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0

37 8.629 2255 2267 2300 rVV 592441 1097795 100.00% 10.218%
38 8.787 2308 2316 2333 rVB10O 7082 14809 1.35% ©.138%
39 9.414 2499 2511 2533 rBV = 272944 461502 42.04%  4.295%
40  9.687 2583 2596 2611 rBvV2 15533 26829  2.44% 0.250%
41 10.096 2711 2723 2737 rBV2 19742 33227 3.03% 0.309%
42 10.751 2914 2927 2942 rBV 160546 255717 23.29%  2.380%
43 11.806 3243 3255 3269 rBV 255948 399623 36.40% 3.720%
44 12.189 3358 3374 3397 rBV 274379 450810 41.07%  4.196%

Sum of corrected areas: 10743927
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU052557.D\data.ms
60

800000

600000

1.591
400000

4.658
5.723

200000 » 569 3.353 060 6.244 6 681
. 5.
228312
1.49 1 73% 19?'9

J\/\g $4%69 630702314 || 358%00 4102 A 5501 | 56622

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T \‘F/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\f\r\\\‘ \\!‘757‘[\\\ \\\\
Time--> 1.40 1601802002202402602803003203.40360380400420440460480500520540560580600620640660

Abundance TIC: VU052557.D\data.ms

o

800000

600000 8.629

8.54
400000

7.893 9.414 11.806 12.1

200000 10.751

7.562

8.176
. A\ 964 )\ 8.787 9.687 10 096
— — e B A e e B e e A N A 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: VU052557.D\data.ms

800000

600000

400000

200000

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_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
1.360 11.58 ug/L 905215 1,4-Difluorobenzene 6.244
Hit# of 5 Tentative ID MW MolForm CAS#t 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 C3He6 000075-19-4 7

Abundance Scan 6 (1.360 min): VU052557.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
RaRE e  SARAR
M ‘ 1.40 1.50 1.60 1.70 1.80
51.0 58.0 o
O e e e e m/z 39.00 79.19%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [T i [T rrrrpfrrr[rmi
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 59.77%
1.0 15.0
O\\\\H\\‘HH‘\H\‘\Hw\H\‘HH‘HH‘HH‘HH‘\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
A
1.401.501.601.70 1.80
5000 27.0 ITI z 44.05 36.98%
20 B0
Ot e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane R A RAE
42.0 1.401.501.601.701.80
m/z 43.05 35.66%
5000 270
SN | N
0H\\H\\‘H\\‘\H\‘\HHHH‘\\Hiu}\‘uu‘hu‘ b Pt A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.491 1.00 ug/L 78353  1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 50
4 Isobutane 58 C4H10 000075-28-5 7
5 Isobutane 58 C4H1e 000075-28-5 5

Abundance  Scan 47 (1.491 min): VU052557.D\data.ms (-40) (-) m/z 43.00 100.00%

43.0
5000
35 49.857.1 65.0 140 160 1.80
O e e e m/z 40.95 45.83%
miz--> 0 5 101520 25 30 35 40 45 50 55 60 65 70
Abundance #267: Isobutane
43.0
5000
270 140 160 1.80
' m/z 42.00 32.46%
oL 10 180 “m 360 |, 500570
H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #266: Isobutane
43.0
A
140 160 1.80
5000 m/z 38.95 18.51%
27.0
I e T e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70
Abundance #268: Isobutane
43.0 140 160 1.80
m/z 57.10 4.57%
5000
27.0
15.0
0 . I i ‘\ 50057\\0 /\
rrrrrr e e e e e R
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.733 0.82 ug/L 64275 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 1-Butene 56 C4H8 000106-98-9 87
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
4 1-Butene 56 C4H8 000106-98-9 86
5 2-Butene, (Z)- 56 C4H8 000590-18-1 86
Abundance Scan 122 (1.733 min): VU052557.D\data.ms (-116) (-) m/z 41.00 100.00%
41.0
56.0
5000
1.60 1.80 2.00
ol 7881269 s 56 a5 58.44%
m/z--> 0 20 40 60 80 100 120
Abundance #198: 1-Butene
41.0
A
5000 L L L L L B
56.0 1.60 1.80 2.00

m/z 39.00 38.17%
|

250

020 .
\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #195: 1-Butene
41.0
N RmEmEE S S
1.60 1.80 2.00
m/z 55.05 28.61%
5000 56.0
o %0
ol
miz-> 0 20 40 60 80 100 120
Abundance #208: 1-Propene, 2-methyl- “““‘AW“““‘H,
41.0 1.60 1.80 2.00
m/z 49.95 10.84%
5000 56.0
26H
m/z--> 0 20 40 60 80 100 120 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.996 1.16 ug/L 90346  1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 87
3 Pentane 72 C5H12 000109-66-0 43
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 36
5 3-Buten-1-o0l 72 C4H80 000627-27-0 28
Abundance Scan 204 (1.996 min): VU052557.D\data.ms (-196) (-) m/z 43.00 100.00%
43.0 T
5000

‘ 72.1 1.60 1.80 2.00 2.20 2.40
ow"H"Hu;m‘“_m_m_m‘l?f"?‘ m/z 42.10  85.41%

m/z--> 0 20 40 80 100 120

Abundance #813: Butane, 2-methyl-

43.0
5000 27.0 t,

1.60 1.80 2.00 2.20 2.40
m/z 41.00 84.57%

72.0
O\2‘.(\)\\‘\‘\‘1\\‘}\H\“!“\\‘1\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #814: Butane, 2-methyl-
43.0
RaRam e e
1.60 1.80 2.00 2.20 2.40
5000 ITI/Z 56.95 62.75%
2700
‘ ‘ 72.0
o-—+ri-_trr—r———
m/z--> 0 20 40 60 80 100 120
Abundance #809: Pentane L A AR ARRRRT I
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 25.81%
5000
27‘.0 ‘ ‘ 72.0
0 "H"‘w“‘11‘“1‘”!“””_”“””
m/z--> 0 20 40 60 80 100 120 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21

Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M

. TRACE VOA SFAM1.0

: 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: Cyclic2.157 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.157 1.81 ug/L 141219 1,4-Difluorobenzene 6.244
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 90
2 2-Pentene 70 C5H1e 000109-68-2 80
3 1-Pentene 70 C5H1e 000109-67-1 68
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 64
5 2(3H)-Furanone, dihydro-3,5-dime... 114 C6H1002 005145-01-7 64
Abundance Scan 254 (2.157 min): VU052557.D\data.ms (-245) (-) m/z 42.00 100.00%
42.0
5000 70.1 M
S WAV A AV
1.80 2.00 2.20 2.40
Obrrrrrrr by 2279 20000 s 55,00 76.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #657: Cyclopropane, ethyl-
42.0
70.0 1.80 2.00 2.20 2.40
m/z 70.10 50.21%
15.0 |
O' ‘\\H\}‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #630: 2-Pentene
55.0 f\
T e
1.80 2.00 2.20 2.40
5000 m/z 41.00 48.82%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #629: 1-Pentene
42.0 1.80 2.00 2.20 2.40
m/z 39.00 41.58%
5000 70.0
ool L L
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.
2.212 2.63 ug/L 205315 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H10 000109-67-1 59
2 1-Pentene 70 C5H1e 000109-67-1 58
3 1-Pentene 70 C5H1e 000109-67-1 58
4 Pentane 72 C5H12 000109-66-0 53
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 53
Abundance Scan 271 (2.212 min): VU052557.D\data.ms (-262) (-) m/z 43.00 100.00%
43.0
5000 J\
70.0 _MWH_M,HHW
‘ M 126.8 1.80 2.00 2.20 2.40 2.60
bttt 2288 m/z 55.00 76.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #629: 1-Pentene
42.0
70.0 1.80 2.00 2.20 2.40 2.60
27.0 m/z 42.00 74.74%
H ‘\ Er\'o
OH\‘HH‘HH‘HH‘ H\‘HH’HH“\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #631: 1-Pentene
42.0
“H‘_‘H“H‘W‘H‘H
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.00 59.07%
27.0 70.0
0 13\0 H‘ \‘\ 5()0
et e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #632: 1-Pentene
42.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 31.90%
70.0
5000
27.0
6.0
Obrrerrtrrpr el RO e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.417 0.75 ug/L 58762 1,4-Difluorobenzene 6.244

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, (Z)- 70 C5H1e 000627-20-3 90
2 2-Pentene, (Z)- 70 C5H1e 000627-20-3 90
3 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 87
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 86
5 2-Pentene 70 C5H10 000109-68-2 86
Abundance Scan 335 (2.417 min): VU052557.D\data.ms (-323) (-) m/z 55.10 100.00%
55.1
5000
42.0 70.0 \ M
_‘H“H“H‘w“u“
‘ 779 2.00 2.20 2.40 2.60 2.80
0 “‘_““H“"H“‘H““H;M‘1W‘uwu““_“ m/z 42.00 38.05%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #639: 2-Pentene, (Z)-
55.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
42.0 70.0 2.00 2.20 2.40 2.60 2.80
29.0 m/z 70.00  35.12%
150 \H AN
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #637: 2-Pentene, (Z)-
55.0 \
_‘H“H“H‘w“u“
2.00 2.20 2.40 2.60 2.80
5000 420 200 m/z 39.00 30.34%
29.0
15.0 “ M Ll .
R R
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0 2.00 2.20 2.40 2.60 2.80
m/z 41.05 22.15%
5000
41.0 70.0
27.0
0 10 15\0 \H | I \‘H N /J\A

miz--> 0 10 20 30 4

50 60 70 80 2.00 2.20 2.40 2.60 2.80

0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.585 1.10 ug/L 85723 1,4-Difluorobenzene 6.244
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 81
4 1-Hexene 84 C6H12 000592-41-6 58
5 1-Hexene 84 C6H12 000592-41-6 58
Abundance Scan 698 (3.585 min): VU052557.D\data.ms (-682) (-) m/z 41.00 100.00%
41.0 56.0
5000
84.1 V\
“H‘_‘H,‘H‘_‘H“
0 ‘ 3.20 3.40 3.60 3.80 4.00
oterperrrrrrepre el IR e 2278 m/z 56.05  99.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0 /\
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
27.0 84.0 3.20 3.40 3.60 3.80 4.00
m/z 55.00 54.24%
01130’ \‘Hz\i.\(\)\\’\\‘\\‘HH‘HH‘HH’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
“H‘_‘H,‘H‘_‘H“
3.20 3.40 3.60 3.80 4.00
5000 27.0 m/z 39.00  46.55%
84.0
o230 Wl e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1676: 1-Pentene, 2-methyl- w“‘\““w“‘\“‘w“
56.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 46.26%
41.0
5000
84.0
27.0
by T N WHWH,HHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52557.D

Acqg On : 27 Dec 2022 12:21
Operator : JC/MD

Sample : N6169-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1.360 11.6 ug/L 905215 1 6.244 390915 5.0
(DEL) Alkane: S 1.491 1.0 ug/L 78353 1 6.244 390915 5.0
(DEL) Alkane: S 1.733 0.8 ug/L 64275 1 6.244 390915 5.0
(DEL) Alkane: S... 1.996 1.2 ug/L 90346 1 6.244 390915 5.0
(DEL) Alkane: C... 2.157 1.8 ug/L 141219 1 6.244 390915 5.0
(DEL) Alkane: S 2.212 2.6 ug/L 205315 1 6.244 390915 5.0
(DEL) Alkane: S 2.417 0.8 ug/L 58762 1 6.244 390915 5.0
(DEL) Alkane: S 3.585 1.1 ug/L 85723 1 6.244 390915 5.0
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