LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@34036.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 8 14 31 rBV 545179 552242 75.14%  8.964%
2 1.191 41 47 63 rvB 63358 56156 7.64% 0.912%
3 1.272 63 72 86 rBV2 340790 507001 68.98%  8.229%
4 1.326 86 89 94 rWw 12728 12196 1.66% 0.198%
5 1.359 94 99 102 rW 9002 10975 1.49% 0.178%
6 1.384 102 107 119 rVB 51753 59132 8.05% 0.960%
7 1.532 142 153 165 rVB2 53147 75577 10.28% 1.227%
8 1.596 165 173 187 rBV 56448 70378 9.58% 1.142%
9 1.728 205 214 220 rBV 78828 99794 13.58% 1.620%
10 1.770 220 227 245 rVB3 85312 156898 21.35% 2.547%
11  1.857 247 254 264 rVB 8563 11008 1.50% 0.179%
12 1.934 267 278 286 rBV3 33226 48440 6.59% 0.786%
13 1.976 286 291 302 rVB 8279 10817 1.47% 0.176%
14 2.059 306 317 328 rBV 84562 126306 17.19% 2.050%
15 2.294 382 390 404 rVB 10782 16983 2.31% 0.276%
16 2.387 405 419 426 rBV5 8498 19656 2.67% 0.319%
17 2.471 437 445 452 rBV3 7157 12496 1.70% 0.203%
18 2.513 452 458 470 rVB3 8679 14933 2.03% 0.242%
19 2.696 500 515 530 rVB3 8721 18934 2.58% 0.307%
20 2.879 560 572 589 rVW6 22052 49836 6.78% ©0.809%
21  2.969 589 600 615 rVvB2 12837 25763 3.51% 0.418%
22 3.079 622 634 643 rBV6 4462 9519 1.30% 0.155%
23 3.375 711 726 739 rBV5S 5753 14360 1.95% 0.233%
24 3.667 801 817 834 rBV7 8728 25394  3.46% 0.412%
25 3.821 850 865 897 rBvV3 31568 140766 19.15%  2.285%
26 4.005 918 922 940 rVB5 3187 7382 1.00% 0.120%
27 4.252 983 999 1023 rBV2 56847 148762 20.24%  2.415%
28 4.580 1087 1101 1117 rBVS 7335 18682 2.54% 0.303%
29 4.825 1162 1177 1195 rBvVv7 2994 8672 1.18% 0.141%
30 4.960 1204 1219 1252 rBV2 129489 366372 49.85% 5.947%
31 5.236 1293 1305 1315 rBV7 4726 10396 1.41% 0.169%
32 5.300 1317 1325 1346 rVB7 3985 11411 1.55% 0.185%
33 5.416 1350 1361 1372 rBV5 4296 9991 1.36% 0.162%
34 5.535 1385 1398 1433 rBV 118961 250876 34.13% 4.072%
35 5.847 1485 1495 1508 rBV 5823 14422 1.96% 0.234%

36 5.992 1528 1540 1553 rBV 71428 151033 20.55% 2.452%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0
37 6.230 1604 1614 1623 rBV4 5594 11974 1.63% 0.194%
38 6.304 1628 1637 1683 rVB 94589 197272 26.84%  3.202%
39 6.918 1817 1828 1853 rBV2 34242 66653 9.07% 1.082%
40 7.246 1919 1930 1942 rVV 158634 280132 38.11% 4.547%
41  7.316 1942 1952 1979 rVB 419334 734969 100.00% 11.930%
42 7.561 2019 2028 2049 rVB2 18899 38763 5.27% 0.629%
43 7.876 2113 2126 2136 rBV3 8216 15731 2.14% 0.255%
44  8.027 2164 2173 2210 rBV 157326 315347 42.91% 5.119%
45  8.181 2212 2221 2236 rVV2 30942 59542 8.10% 0.966%
46 8.249 2236 2242 2262 rVB 12166 24417 3.32% 0.396%
47  8.786 2398 2409 2428 rBV 183882 301242 40.99%  4.890%
48  8.953 2451 2461 2473 rBvV2 20551 33354 4.54% 0.541%
49 9.075 2491 2499 2516 rBV 27961 47309 6.44% 0.768%
50 9.493 2617 2629 2659 rBv2 59338 115530 15.72% 1.875%
51 10.156 2823 2835 2851 rBV 51423 82716 11.25% 1.343%
52 10.326 2881 2888 2900 rVB2 10101 16655 2.27% 0.270%
53 10.390 2900 2908 2923 rBV2 6055 12861 1.75% 0.209%
54 10.480 2923 2936 2944 rVB6 3626 7865 1.07% ©.128%
55 10.673 2985 2996 3004 rBV5 4609 9189 1.25% 0.149%
56 10.857 3044 3053 3063 rBV 15229 22726 3.09% 0.369%
57 11.098 3121 3128 3137 rBV4 6703 10696 1.46% 0.174%
58 11.188 3146 3156 3175 rBV 197499 306938 41.76%  4.982%
59 11.278 3177 3184 3193 rVB 5286 7488 1.02% 0.122%
60 11.490 3237 3250 3262 rBV6 8252 20796 2.83% 0.338%
61 11.561 3262 3272 3298 rVB 160574 258698 35.20% 4.199%
62 12.291 3490 3499 3514 rBV4 11405 18368 2.50% 0.298%

Sum of corrected areas: 6160790
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV034036.D\data.ms
85

500000

400000
1.272

300000

200000

©

100000 117580 2.059
194 3eubE06 Lo3 o 429 5 992
qt JU\ 85 2.29227312.69 %9@%79 3. 375 3.667/\ 4.005 /\ 4.580 4.82 5236011 5. 847 6.2

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \“H [T T[T T T[T T[T [Tyt \\\\\ T

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340360380400420440460480 5.00 5.20 540 5.60 5.80 600 6.20 6.40
Abundance TIC: VV034036.D\data.ms

500000

7.316
400000

300000

200000 8.786 11.188

7.2 8.027
100000
0. 493 10.156
6.918 75 ’
. A 7L o oo 8249 8.989 /\@ﬁm@- 619,
T T \ T T T T T /\‘ T

Time--> 7.00 7 8 OO 9.00 9. 50 10 00 10.50 11.00 11.50 12.00
Abundance TIC: VV034036.D\data.ms

11.561

500000

400000

300000

200000

100000

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\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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.
1.085 11.01 ug/L 552242  1,4-Difluorobenzene 5.535

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 7
4 Cyclopropane 42 C3He 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance  Scan 14 (1.085 min): VV034036.D\data.ms (-8) (-) m/z 40.95 100.00%

41.0
RRR AR R
35@ 1.101.201.301.401.50
O e e e e e m/z 38.90 84.25%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.00 60.11%
10 120210 |
O\HHH\’HH’HH’\H\’\H\"HH“HH‘HHU\H‘ \M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
RRR A R e
1.101.201.301.401.50
5000 27.0 m/z 43.00 28.41%
29 180
O R e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane
42.0 1.101.201.301.401.50
m/z 43.95 27.29%
5000 27.0
1\4‘.‘0 \‘\ 36.‘¢ Il
O e R R e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.191 1.12 ug/L 56156 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 47 (1.191 min): VV034036.D\data.ms (-41) (-) m/z 42.95 100.00%
43.0
— e
‘ 40.9 570 120 140 1.60
O e e e R m/z 40.95 49.58%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane
43.0
5000 LIRS AL L L N I
1.20 140 1.60
27.0 m/z 41.95 32.07%
0 15‘0 w‘\\ \\‘\ | 50.0 5§O
HHH\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH T \‘\\H‘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
A
1.20 140 1.60
5000 m/z 38.90 23.16%
27.0
o 10 |, 360 500570
T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane = A
43.0 120 140 1.60
m/z 57.00 4.06%
5000
27.0
15.0
0 20 \‘ | | | 500 57\\0
T e e e e O AT R IR
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\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.384 1.18 ug/L 59132 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86
2 2-Butene, (Z)- 56 C4H8 000590-18-1 83
3 1-Butene 56 C4H8 000106-98-9 80
4 2-Butene, (E)- 56 C4H8 000624-64-6 80
5 2-Butene, (Z)- 56 C4H8 000590-18-1 80
Abundance Scan 107 (1.384 min): VV034036.D\data.ms (-102) (-) m/z 41.00 100.00%
41.0
56.0
5000

R

76.9 1.20 1.40 1.60 1.80

oH‘_HwHH_m_mk}‘m\‘:‘m_m_m:‘m m/z 56.08  59.55%

miz--> 0O 10 20 30 40 50 60 70 80

Abundance #208: 1-Propene, 2-methyl-

41.0
5000 560 \\‘\\\\A’\\\\’\\\\’\\
1.20 1.40 1.60 1.80
28.0 m/z 38.90 47.78%
O\\\‘z;q\\‘%?;(\)‘\\I‘H“\\\‘ll}\\!}‘\H‘\‘\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70
Abundance #206: 2-Butene, (2)-
41.0
1.20 1.40 1.60 1.80
5000 56.0 m/z 54.95  29.38%
27.0
I | S VTV R
m/iz--> 0 10 20 30 40 50 60 70 i
Abundance #199: 1-Butene R e
41.0 1.20 1.40 1.60 1.80
m/z 52.90 11.89%
5000 56.0
28.0
ol.20 150 A/MM
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80

SFAMVTRO12524WMA.M Fri Feb 09 15:24:06 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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.
1.596 1.40 ug/L 70378  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 173 (1.596 min): VV034036.D\data.ms (-165) (-) m/z 42.95 100.00%
3.0
57.0
5000
e
‘ 72.0 1.20 1.40 1.60 1.80 2.00
ot WL myz 40095 94.55%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.20 1.40 1.60 1.80 2.00
m/z 41.95 87.03%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
1.20 1.40 1.60 1.80 2.00
27.0 57.0
5000 . m/z 57.00 73.33%
15.0
0 “‘%Q““NH“‘EE‘H“} 1‘quu‘1“u‘7%9‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 K
Abundance #752: 3-Buten-1-ol A‘H““‘W““W““‘
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.95 35.94%
5000
0 150 T s
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: Cyclicl.728 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.728 1.99 ug/L 99794  1,4-Difluorobenzene 5.535

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 87
3 1-Pentene 70 C5H10 000109-67-1 76
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 76
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 74
Abundance Scan 214 (1.728 min): VV034036.D\data.ms (-205) (-) m/z 41.95 100.00%
42.0
55.0
1.40 1.60 1.80 2.00
Ul 628 p
Orrrprrrrprrrrprrrrprrrrprrre e e e m/z 55.00 78.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.40 1.60 1.80 2.00
m/z 40.95 54.12%
15.0
O H‘HH‘H\}}HH‘\\H‘l\}!‘\\\\‘\”\l\ }\‘HHH\}\ }\\\6‘%.\(\)‘\\\\‘\\\\‘\\\\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #637: 2-Pentene, (2)-
55.0
1.40 1.60 1.80 2.00
5000 420 0.0 m/z 38.95 52.49%
29.0
ohotso UL e
T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene
42.0 1.40 1.60 1.80 2.00
m/z 70.00  48.33%
55.0
5000
27.0 70.0
15.0 ‘
Obrrprrreprrerrreprer et i e oo et S LN L V¥ —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.770 3.13 ug/L 156898 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 3-methyl- 70 C5H10 000563-45-1 52
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 52
3 1-Pentene 70 C5H10 000109-67-1 50
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 47
5 2-Pentene, (E)- 70 C5H1e 000646-04-8 41
Abundance Scan 227 (1.770 min): VV034036.D\data.ms (-220) (-) m/z 42.95 100.00%
43.0
55.0
5000
70.0 RREEEE S e o
e M 1.40 1.60 1.80 2.00
Obrrrrprrerrrrprrrrrprere H e e PSS e m/z 55.00 0 73.96%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: 1-Butene, 3-methyl-
55.0
5000 27.0
390 1.40 1.60 1.80 2.00
70.0 m/z 42.00  72.08%
O‘\\H‘\H\‘HH‘HH‘E\M‘HH‘\\}\}\}\‘HHH{!}}H\‘HH‘H\HHH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0 1.40 1.60 1.80 2.00
5000 ITI/Z 41.00 69.52%
27.0 70.0
N N N A .0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #632: 1-Pentene
42.0 55.0 1.40 1.60 1.80 2.00
m/z 39.00 44.05%
70.0
5000
29.0
O‘Huw}ﬁewuuﬂuwuuwww‘mwuqhh‘uwuuwmwuuwuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VVve20724\
Data File : VV@34036.D

Acqg On : 07 Feb 2024 17:19

Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 11
R.T. EstConc Area Relative to ISTD R.T.
1.934 0.97 ug/L 48440 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 87
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 83
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 72
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 72
Abundance Scan 278 (1.934 min): VV034036.D\data.ms (-267) (-) m/z 55.00 100.00%
55.0
w T i M
“_‘H,H“_‘H‘H“
‘ 478‘ 630\ 1.60 1.80 2.00 2.20
Oy e et et bt M/Z 38,95 43.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0
S
5000 7 L L B B R
39.0 a0 1.60 1.80 2.00 2.20
9.0 m/z 70.00 40.93%
0 15.0 ‘\‘ il ‘4'Q\‘\ 62.0“‘
\‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0
e A AARRREEE SR
1.60 1.80 2.00 2.20
5000 39.0 70.0 m/z 41.95 36.11%
27.0
Ob e TRAT I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0 1.60 1.80 2.00 2.20
m/z 41.00 26.78%
5000 39.0 70.0
27.0
15.0 ‘
o‘wmwuwuupuwhhuu‘lluuﬁwﬂwlhuwuqumﬁmwuw‘ M P e et
m/z--> 5 10 15 20 25 30 3 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.879 0.99 ug/L 49836 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 83
2 1-Hexene 84 C6H12 000592-41-6 81
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 1-Hexene 84 C6H12 000592-41-6 64
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 50
Abundance Scan 572 (2.879 min): VV034036.D\data.ms (-560) (-) m/z 55.95 100.00%
40.9 56.0
5000 84.0
69.0 :
\maw‘u‘_‘u‘ufm‘uf
2.60 2.80 3.00 3.20
0Ll myz 4e.98 97.83%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0 \J\f\
5000 \\\‘\\\\‘\\\\‘\\\\‘\’T\\\
27.0 69.0 g40 2.60 2.80 3.00 3.20
m/z 54.90 57.65%
15.0 ‘
O \\\‘\\\\‘\\‘\\‘\\}1‘\\\‘}}\‘\\\i‘\‘}‘\‘\\\‘\i\\\\‘\\‘\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
410 560 /_j\ /\/\
AU R VARE.
21.0 2.60 2.80 3.00 3.20
5000 ITI z 43.00 53.29%
84.0
‘ 69.0
15.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl- “““H““‘mw‘ﬂ““
41.0 56.0 2.60 2.80 3.00 3.20
m/z 38.95 50.57%
5000 27.0 69.0
84.0
15.0
0 "‘_m_“HWH‘HHHHM A mamn R W/\*/\/\/\“ﬂ/
m/z--> 0 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\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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.
2.969 0.51 ug/L 25763  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 n-Hexane 86 C6H14 000110-54-3 72
3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
4 n-Hexane 86 C6H14 000110-54-3 64
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 600 (2.969 min): VV034036.D\data.ms (-589) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0 \wwm_ww_
71.0 2.60 2.80 3.00 3.20
0 H"H“‘H“_"w‘“w“upﬂml‘u“ﬁ“w“u“u m/z 40.95 71.67%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0 \/\A
5000 \‘\\\\‘\\\\‘\\\\‘\/\v\/\\‘j\
2.60 2.80 3.00 3.20
86.0 m/z 42.90 57.17%
71.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0 /\ run M Faul
s
29.0 2.60 2.80 3.00 3.20
5000 m/z 55.95 54.79%
86.0
15.0 ‘ ‘ 71.0
O R R R R T R N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane ol A
57.0 2.60 2.80 3.00 3.20
m/z 41.90 38.02%
41.0
5000
29.0 86.0
71.0 ‘
om0 LT oW A
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\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: Cyclic3.667 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.667 0.51 ug/L 25394  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
Abundance Scan 817 (3.667 min): VV034036.D\data.ms (-801) (-) m/z 56.00 100.00%
56.0
41.0
5000 68.9
! “‘A‘mm_m,u”_w
‘ H‘ 87-9 3.40 3.60 3.80 4.00
ol e el W m/z .95 63.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 /\ /\
5000 690 (\\H‘\'ﬁn‘uu’uﬂm‘\’mu
3.40 3.60 3.80 4.00
m/z 68.90 41.50%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 m m
I
 EARmmE I EEEESE
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 32.77%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
m/z--> 0 10 20 30 40 50 60 70 80 90 \}\
Abundance #1679: Cyclopentane, methyl- ﬂ\wﬂMH‘\ume\\M\\
56.0 3.40 3.60 3.80 4.00
m/z 38.90  27.59%
5000 41.0
69.0
270 84.0
15 ‘
0 "“H““H““H““W‘L“_w“‘H‘w“u“‘lu“‘ w\m‘w“‘w“‘w“‘w“‘

m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Methyl methacrylate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.304 3.93 ug/L 197272  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl methacrylate 100 C5H802 000080-62-6 94
2 2-Butenoic acid, methyl ester, (Z)- 100 C5H802 004358-59-2 86
3 Methyl methacrylate 100 C5H802 000080-62-6 76
4 Methyl methacrylate 100 C5H802 000080-62-6 76
5 2-Propenoic acid, 2-methyl-, 2-h... 144 C7H1203 000923-26-2 72

Abundance Scan 1637 (6.304 min): VV034036.D\data.ms (-1628) (-) m/z 40.95 100.00%

41.0
69.0
5000
100.0

” 84.9 6.00 6.20 6.40 6.60
Ol S T wiz 68.95  78.49%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4144: Methyl methacrylate j&\
41.0 69.0

5000 “‘H“_“w“‘w“u‘
100.0 6.00 6.20 6.40 6.60

m/z 38.95 59.53%

150 290 | 55 B0 |
O\\\‘\\\\‘\\\\‘\\\‘\‘\‘\‘\\‘\\}\‘\\\\‘\\\\‘}\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4228: 2-Butenoic acid, methyl ester, (2)-
69.0

R RARRREE e
410 6.00 6.20 6.40 6.60
5000 100.0 m/z 100.00 31.72%
0 29\0 U 55q ‘\ 85\'0 |
e e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4146: Methyl methacrylate AN T S
41.0 6.00 6.20 6.40 6.60

m/z 99.00 18.50%

69.0
5000
100.0
15.0
‘ 29 0 | 55.q 85 0 |
0 U | |

m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Hexanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.181 0.99 ug/L 59542  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 2221 (8.181 min): VV034036.D\data.ms (-2212) (-) m/z 43.90 100.00%

439 560
5000
72.0

| ‘ o 7.80 8.00 8.20 8.40 8.60
S qw:ﬂ‘u“ﬂ“w“w“w“u‘w m/z 55.95  85.94%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexana
44.0
56.0
27.0

5000 w“u,‘u“‘u“u“w
7.80 8.00 8.20 8.40 8.60

220 m/z 40.90  85.25%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

15.0 ‘
\\‘\\‘\\‘\\‘1!1‘\\\}"\ ‘ ‘ ‘ “ 830 1000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56.0

7.80 8.00 8.20 8.40 8.60

o

o

5000 270 m/z 57.00  62.09%
72.0
S 1 A
[0 e e R e e e e N ERREEER S
miz--> 10 20 30 40 50 60 70 80 90 100 Jk\
Abundance #4249: Hexanal R AR R AR
440 oo 7.80 8.00 8.20 8.40 8.60
' m/z 42.95 58.98%
5000 9.0
72.0
S I A YUY R S
miz--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034036.D

Acqg On : 07 Feb 2024 17:19
Operator : SY/MD

Sample : P1383-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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.. 1.085 11.0 ug/L 552242 1 5.535 250876 5.0
(DEL) Alkane: S.. 1.191 1.1 ug/L 56156 1 5.535 250876 5.0
(DEL) Alkane: S.. 1.384 1.2 ug/L 59132 1 5.535 250876 5.0
(DEL) Alkane: S.. 1.596 1.4 ug/L 70378 1 5.535 250876 5.0
(DEL) Alkane: C.. 1.728 2.0 ug/L 99794 1 5.535 250876 5.0
(DEL) Alkane: S.. 1.770 3.1 ug/L 156898 1 5.535 250876 5.0
(DEL) Alkane: S.. 1.934 1.0 ug/L 48440 1 5.535 250876 5.0
(DEL) Alkane: S.. 2.879 1.0 ug/L 49836 1 5.535 250876 5.0
(DEL) Alkane: S.. 2.969 0.5 ug/L 25763 1 5.535 250876 5.0
(DEL) Alkane: C... 3.667 0.5 ug/L 25394 1 5.535 250876 5.0
Methyl methacry... 6.304 3.9 wug/L 197272 1 5.535 250876 5.0
Hexanal 8.181 1.0 ug/L 59542 2 8.786 301242 5.0
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