LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61115.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.358 13 21 38 rBV 222701 233775 29.81% 2.826%
2 1.470 49 56 58 rBvV 38937 37312 4.76% 0.451%
3 1.486 58 61 67 rVB 59412 50284 6.41% 0.608%
4 1.589 82 93 105 rBV3 272224 373737 47.66%  4.518%
5 1.647 106 111 119 rWV 18188 19756  2.52% 0.239%
6 1.721 121 134 150 rVB 273305 347847 44.36% 4.205%
7 1.901 182 190 206 rVB2 51548 72884 9.29% 0.881%
8 1.981 207 215 239 rBvV2 82089 127705 16.28% 1.544%
9 2.142 258 265 271 rBV 20450 26745 3.41% 0.323%
10 2.190 271 280 301 rVv4 124923 225196 28.72% 2.722%
11  2.554 382 393 412 rVB 94378 154705 19.73% 1.870%
12 2.676 422 431 440 rBvV3 20998 41768 5.33% 0.505%
13 3.058 543 550 559 rW 19884 32786 4.18% 0.396%
14 3.113 559 567 579 rVB 25502 46532 5.93% 0.562%
15 3.335 626 636 652 rVB2 28394 63943 8.15% ©.773%
16 3.550 697 703 719 rVB6 10323 25811 3.29% 0.312%
17 3.666 731 739 759 rVB2 33403 75231 9.59% 0.909%
18 3.769 761 771 775 rBV7 4646 8087 1.03% 0.098%
19 3.888 794 808 819 rVB4 4677 11006 1.40% 0.133%
20 4.161 879 893 904 rBV8 3887 9742 1.24% 0.118%
21  4.502 982 999 1017 rVB3 13838 34694 4.42%  0.419%
22 4.682 1033 1055 1106 rBv3 42596 261531 33.35% 3.161%
23 5.052 1156 1170 1199 rVB 91595 204191 26.04% 2.468%
24 5.351 1251 1263 1277 rBV3 10203 23480 2.99% 0.284%
25 5.438 1277 1290 1317 rVBS8 7412 25907 3.30% 0.313%
26 5.573 1317 1332 1354 rBV4 19412 45543 5.81% 0.551%
27 5.711 1358 1375 1404 rBV2 193004 494773 63.09% 5.981%
28 5.833 1404 1413 1424 rVB3 5589 12323 1.57% 0.149%
29 5.959 1444 1452 1461 rBvVS8 3896 9133 1.16% 0.110%
30 6.020 1463 1471 1487 rVB8 5253 12633 1.61% 0.153%
31 6.119 1490 1502 1513 rBV3 13973 28112 3.58% 0.340%
32 6.238 1527 1539 1562 rBV 192156 371633 47.39% 4.492%
33  6.537 1622 1632 1646 rVB9 3587 8158 1.04% 0.099%
34 6.682 1664 1677 1693 rBV 113502 231252 29.49%  2.795%
35 6.968 1754 1766 1784 rVB4 10248 21383 2.73% 0.258%
36 7.180 1812 1832 1842 rBV9 3617 11010 1.40% 0.133%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0
37 7.557 1938 1949 1969 rwVv 62158 118179 15.07% 1.429%
38 7.672 1970 1985 2000 rvVB5 8799 26184 3.34% 0.317%
39 7.888 2040 2052 2066 rBV 223133 391414 49.91% 4.731%
40 7.962 2067 2075 2086 rVB 30283 49190 6.27% ©.595%
41  8.174 2131 2141 2164 rVB 35747 64461 8.22% ©.779%
42 8.544 2247 2256 2270 rVB5 9892 17677 2.25% 0.214%
43 8.634 2272 2284 2319 rBV 284467 559839 71.39% 6.767%
44  8.795 2325 2334 2346 rVB6 6826 12931 1.65% 0.156%
45 9.409 2512 2525 2547 rBvV 273252 465706 59.39% 5.629%
46  9.563 2564 2573 2583 rBV 10828 18384 2.34% 0.222%
47  9.685 2599 2611 2625 rBV2 14889 26551 3.39% 0.321%
48 10.094 2727 2738 2752 rBV 18142 33253  4.24% 0.402%
49 10.749 2930 2942 2954 rBV 86559 138194 17.62% 1.670%
50 10.897 2978 2988 2997 rVB2 5048 8779 1.12% 0.106%
51 10.991 3008 3017 3030 rBV2 10805 21373  2.73% 0.258%
52 11.081 3036 3045 3067 rVB2 37440 64697 8.25% 0.782%
53 11.286 3098 3109 3121 rBV 23958 38351 4.89% 0.464%
54 11.354 3121 3130 3141 rVvB3 6144 10533 1.34% 0.127%
55 11.460 3152 3163 3170 rBV 16682 27905 3.56% 0.337%
56 11.737 3240 3249 3256 rVB5 6431 9842 1.26% 0.119%
57 11.804 3256 3270 3286 rVV 289603 481306 61.37% 5.818%
58 11.888 3286 3296 3307 rVB 34365 53911 6.87% 0.652%
59 12.058 3337 3349 3354 rBv2 45503 83011 10.59% 1.003%
60 12.183 3377 3388 3414 rVB 228005 385126 49.11% 4.655%
61 12.306 3420 3426 3437 rVB7 4292 8157 1.04% 0.099%
62 12.373 3438 3447 3456 rVB3 5124 9322 1.19% 0.113%
63 12.563 3498 3506 3513 rBV 6341 8798 1.12% 0.106%
64 12.675 3533 3541 3559 rVB5 5627 14807 1.89% 0.179%
65 12.875 3596 3603 3613 rVBS8 5971 10532 1.34% 0.127%
66 12.936 3613 3622 3627 rVV7 5517 9183 1.17% 0.111%
67 12.965 3627 3631 3639 rVv3 6824 9722 1.24% 0.118%
68 13.019 3639 3648 3662 rVB 15949 27944  3.56% 0.338%
69 13.283 3718 3730 3745 rBV3 14029 27406 3.49% 0.331%
70 13.444 3771 3780 3791 rVB4 21784 37483 4.78% 0.453%
71 13.833 3892 3901 3918 rBV6 23439 47581 6.07% ©.575%
72 13.955 3933 3939 3952 rVB8 6150 10893 1.39% 0.132%
73 14.077 3963 3977 4000 rBV 474464 784214 100.00% 9.479%
74 14.203 4008 4016 4025 rVB 10410 16436 2.10% 0.199%
75 14.322 4045 4053 4065 rVB3 17494 29747 3.79% 0.360%

76 15.215 4321 4331 4349 rVB 72250 118042 15.05% 1.427%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

77 15.405 4377 4390 4404 rBV 37964 65486 8.35% 0.792%
78 15.949 4551 4559 4566 rBvV2 14197 21301 2.72% 0.257%
79 15.994 4567 4573 4586 rVB5 5624 8952 1.14% 0.108%
80 16.260 4646 4656 4670 rBV2 9699 17664 2.25% 0.214%
81 16.402 4692 4700 4708 rBV 14999 24771 3.16% 0.299%
82 16.444 4708 4713 4723 rVB4 9363 13740 1.75% 0.166%
83 16.881 4839 4849 4861 rVB3 15869 28060 3.58% 0.339%
84 17.090 4906 4914 4924 rVB2 12158 19133 2.44% 0.231%
85 17.412 5007 5014 5028 rVB2 8699 16160 2.06% 0.195%

Sum of corrected areas: 8272939
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\

: VU@61115.D

: 11 Oct 2024 13:49

: MD/SY

: P4380-23

: 25.0mL/MSVOA_U/WATER
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M

: TRACE VOA SFAM1.0

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

Abundance

400000
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200000

100000

.358

1.549721

383833.335

TIC: VUO061115.D\data.ms
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5.052
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4.502

5.30435'9 58505841 6.537,
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.358 3.15 ug/L 233775 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 7
2 Propene 42 C3H6 000115-07-1 7
3 Propane 44 C3H8 000074-98-6 5
4 Cyclopropane 42 C3He 000075-19-4 4
5 Cyclopropane 42 C3H6 000075-19-4 4
Abundance  Scan 21 (1.358 min): VU061115.D\data.ms (-13) (-) m/z 41.00 100.00%
41.0
T
9 59.9 1.401.501.601.701.80
51. . o
O b e e e P e e e e e m/z 39.00 96.99%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #78: Acetonitrile-d3
44.0
5000
1.401.501.601.701.80
m/z 43.95 78.74%
18.0 30.0
OH\HH\‘HH‘HH‘\H\‘\H\‘H\\H\Mi\\\\‘\\\\‘\\\“\H‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
 RERRRRRAREESEEELE S
1.401.501.601.701.80
5000 m/z 43.00 73.82%
27.0
0 180
O rrrrrrrrprrreprrrr et bt e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0 1.401.501.601.701.80
m/z 42.00 53.21%
5000
44.0
15.0 H
ommwH‘Wmwwwluww‘WWMwwww R ARERSAR RN RN
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\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.981 1.72 ug/L 127705 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 87
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 42
5 Isobutylene epoxide 72 C4H80 000558-30-5 40
Abundance Scan 215 (1.981 min): VU061115.D\data.ms (-207) (-) m/z 42.95 100.00%
43.0
57.0
5000
T
‘ 72.1 1.60 1.80 2.00 2.20 2.40
0l el e 909 s 41,00 91.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 T T T T T T T T T
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 42.00 86.51%
‘ 72.0
O\\\"\\\\‘\‘\\\‘\\11‘\\\\}}\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
T
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 56.95 71.62%
29.0
72.0
om0 [
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 L}L
Abundance #752: 3-Buten-1-ol R S RS
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 39.00 32.75%
5000
o 50 Ml idtperregorerreery | Ao N W
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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.
2.190 3.03 ug/L 225196 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 58
2 Pentane 72 C5H12 000109-66-0 58
3 Pentane 72 C5H12 000109-66-0 58
4 Pentane 72 C5H12 000109-66-0 53
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 28
Abundance Scan 280 (2.190 min): VU061115.D\data.ms (-271) (-) m/z 42.95 100.00%
43.0
5000
63.9
BEEENEEEEEEEEEs
‘ ‘ 1.80 2.00 2.20 2.40 2.60
1 N 1 Y B -~ m/z 42.00 56.47%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #810: Pentane
43.0
5000 AR EERER R
270 1.80 2.00 2.20 2.40 2.60
m/z 40.95 55.18%
570 720
so ||l 7T
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #807: Pentane
43.0
EEE T
1.80 2.00 2.20 2.40 2.60
5000 m/z 63.90 35.06%
27.0
57.0
mo | g TP o
0 bt e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #806: Pentane R RmaE e
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.95 19.11%
5000 27.0
15.0 ‘ ‘ 510 720
o““2:9”_“”_‘11_m;‘:H‘Hw“_uwluwm_m e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Dimethyl sulfide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.676 0.56 ug/L 41768 1,4-Difluorobenzene 6.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 91
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91

4 Dimethyl sulfide 62 C2H6S 000075-18-3 90
5 Dimethyl sulfide 62 C2H6S 000075-18-3 87

Abundance Scan 431 (2.676 min): VU061115.D\data.ms (-422) (-) m/z 61.95 100.00%

47.0 62.0
5000
\\M\‘\\\\’\\\\‘\\\\‘\\\\
7 ‘ 701 826 2.40 2.60 2.80 3.00
0 e et e e e m/z 46.95 90.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #392: Dimethyl sulfide
47.0 62.0
5000 LA L B I B A L
35.0 2.40 2.60 2.80 3.00
15.0 27.0 m/z 43.00 73.06%
O\\\‘\\\\‘\‘!‘\\‘\\\‘\‘\\\\‘\1\\‘\\\‘}“\w\\‘\\\\‘\\\\‘\
miz--> 0 20 30 40 50 60 70 80 90
Abundance #391: Dimethyl sulfide
47.0 62.0
R e RARRERNSE
2.40 2.60 2.80 3.00
5000 m/z 45.00 57.64%
35.0
15.0 27.0
0 m_m_‘!‘wH““HHMH_HM Y
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #394: Dimethyl sulfide R maaa e
47.0 62.0 2.40 2.60 2.80 3.00
m/z 45.90 36.71%
5000
27.0
15.0
0 HWm‘HM‘m_m‘mwm‘ T
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_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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: Cyclic3.113 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.113 0.63 ug/L 46532  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cyclopentane 70 C5H10 000287-92-3 72
4 Cyclopentane 70 C5H10 000287-92-3 72
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 567 (3.113 min): VU061115.D\data.ms (-559) (-) m/z 42.00 100.00%
42.0
55.0
- I Vrv\wfdjj\xwvmﬁw/\
e EARRAR
84.0 2.80 3.00 3.20 3.40
0l el eyl PRS0 mjz 55,00 47.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #634: Cyclopentane
42.0
5000 L LS B B B R R
550 700 2.80 3.00 3.20 3.40
' m/z 40.95 44.18%
0’15‘027.0[!
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #631: 1-Pentene
42.0
e A REERRREES S
55.0 2.80 3.00 3.20 3.40
5000 m/z 70.00 38.62%
27.0 70.0
15.0 ‘
0 ‘H“H‘W‘MW“H“HJlM‘wuhm“u“u‘W“u“u“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #635: Cyclopentane
42.0 2.80 3.00 3.20 3.40
m/z 38.95 29.79%
5000
55.0 70.0
27.0
0 1.0 15\0 \‘H \“ L .
e e e e e e EEERRREEas TR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
3.335 0.86 ug/L 63943 1,4-Difluorobenzene 6.238

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 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
Abundance Scan 636 (3.335 min): VU061115.D\data.ms (-626) (-) m/z 57.00 100.00%
57.0
41.0
5000
e ARERRARERE
| ‘ | 710 860 g1 3.00 3.20 3.40 3.60
Ol e preepbee e e e e m/z 56,08 83.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L L B I L L R R
3.00 3.20 3.40 3.60
m/z 40.95 56.19%
15.0 ‘ 710 g0
O \\\‘-\\\\‘\\‘\\‘\\}\‘\\\\i}\\\‘\‘\‘\}‘\\\\“\\\\‘\\}\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
A EEmmE R
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 23.84%
Ot e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- R aaaRRREE
57.0 3.00 3.20 3.40 3.60
m/z 38.90 13.98%
41.0
5000 29.0
e e e e e e e R R REREE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
3.666 1.01 ug/L 75231 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
3 n-Hexane 86 C6H14 000110-54-3 72
4 n-Hexane 86 C6H14 000110-54-3 59
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 739 (3.666 min): VU061115.D\data.ms (-731) (-) m/z 57.00 100.00%

57.0
41.0
5000
860 LI L B N B R
70.9 3.40 3.60 3.80 4.00
0 e e e e b e e e m/z 41.60 63.80%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 L L L B A B
3.40 3.60 3.80 4.00
86.0 m/z 42.95 62.65%
15.0 71.0
O \\‘\i‘\\‘\\1\‘\\\{’\}\\‘\\\\’\\\\“\\\\’\\\\‘\\\
miz--> 10 20 30 40 60 70 80 90
Abundance #1948: 2—Ethyl—oxetane
57.0
TS
41.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 51.22%
29.0 86.0
71.0
0 150 ‘ ‘ Il \ Il ‘ ‘ \‘ s
“_““‘H““‘w““ e
m/iz--> 10 60 70 80 90
Abundance #2041: n-Hexane R R RAREa RS S
57.0 3.40 3.60 3.80 4.00
m/z 42.00 27.14%
43.0
5000
86.0
71.0
o e et H‘WH_HMWHM
m/z--> 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_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
5.573 0.61 ug/L 45543  1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 59
Abundance Scan 1332 (5.573 min): VU061115.D\data.ms (-1317) (-) m/z 43.00 100.00%

71.0

57.0
5000
A REAaNERT A
M ‘ 85‘0 100.0 5.20 5.40 5.60 5.80
o7t e e m/z 71.00 72.87%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 ”M‘\HM/\\\H‘HH‘HH",\
5.20 5.40 5.60 5.80
29.0 m/z 57.00 61.68%
15.0 \‘ | 820 1000
O \\\‘\\H‘\\\\’H\\‘\\H‘\}\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
5 ML
LA AN
5.20 5.40 5.60 5.80
5000 57.0 70.0 m/z 41.00 56.34%
29.0
150 | M \ 85.0 100.0
Ot e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- T
43.0 5.20 5.40 5.60 5.80
m/z 70.00 55.87%
5000 290 57.0 71.0
0 1.0 150 ‘\ “\ 850 1000 \\ M //\1 n
R Ea s B e e e BARAEEEES R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.888 0.56 ug/L 53911 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
Abundance Scan 3296 (11.888 min): VU061115.D\data.ms (-3286) (- | m/z 105.00 100.00%
105.0
5000 120.1 jk
NN AT |
39.0 62.9 77.0 91.0 11.50 12.00
Obreprrre oo et b bl i myz 120010 42.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
\ A
5000 T IIS -
120.0 11.50 12.00
770 m/z 77.00 13.13%
91.0
O\\’]\-\5\\0’\\\“1’1\H"‘\\H"‘\‘\\1??1“?\‘\\\‘\“\H\“HH‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
A AN
1150 1200
5000 120.0 m/z 91.00 11.02%
28.0 77.0 910
N N T Y A v
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 Afx p\
Abundance #10695: Mesitylene
105.0 1150 1200
m/z 119.00 9.85%
120.0
5000
39.0 77.0 91.0
ob 260200 o0 4 e MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.058 0.86 ug/L 83011 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 64
Abundance Scan 3349 (12.058 min): VU061115.D\data.ms (-3337) (- | m/z 57.00 100.00%
57.0
- ,/J\‘
83.1 U '\\”‘“T
* “N ‘ ‘ 112.1 12.00
Obrrreheall 112D 1649 0 05 34.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 = ‘
12.00
29.0 83.0 m/z 43.00 30.41%
112.0
O\\\\‘\HM\\““\\\M’\W‘H\“!\\\“‘\\}\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
RN \
12.00
5000 m/z 54.95 26.74%
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl- T ‘
57.0 12.00
m/z 70.00 22.33%
5000
29.0
‘ 83.0
Om,llzo L L
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.077 8.15 ug/L 784214  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU061115.D\data.ms (-3963) (- | m/z 128.00 100.00%
128.0
5000 /\
102.0 ‘14‘00‘ |
1.0 740 : :
O 388 i G err st 1480z 127.00  12.91%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
5000 — :
14.00
1020 m/z 129.05 10.85%
51.0 74.0 ‘ ‘
0 \‘\\zﬁl‘(\)\\\“\\\\H\\\\‘}HH‘\UM‘\H‘\‘H\H‘!H\‘HH’H} “HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
T \
14.00
5000 m/z 102.00 9.35%
10 7150 RO
O+ e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13683: Naphthalene T
128.0 14.00
m/z 51.00 7.99%
5000 K
51.0 102.0
0“gng‘u_Hq\HwN‘WZ&?‘HMH‘MHW‘HWHHMHHM‘HM‘ T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61115.D

Acqg On : 11 Oct 2024 13:49
Operator : MD/SY

Sample : P4380-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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|
unknown-01 1.358 3.1 ug/L 233775 1 6.238 371633 5.0
(DEL) Alkane: S... 1.981 1.7 ug/L 127705 1 6.238 371633 5.0
(DEL) Alkane: S... 2.190 3.0 ug/L 225196 1 6.238 371633 5.0
Dimethyl sulfide 2.676 0.6 ug/L 41768 1 6.238 371633 5.0
(DEL) Alkane: C... 3.113 0.6 ug/L 46532 1 6.238 371633 5.0
(DEL) Alkane: S... 3.335 0.9 ug/L 63943 1 6.238 371633 5.0
(DEL) Alkane: S... 3.666 1.0 ug/L 75231 1 6.238 371633 5.0
(DEL) Alkane: S... 5.573 0.6 ug/L 45543 1 6.238 371633 5.0
Benzene, 1,2,3-... 11.888 0.6 ug/L 53911 3 11.804 481306 5.0
1-Hexanol, 2-et... 12.058 0.9 ug/L 83011 3 11.804 481306 5.0
Azulene 14.0977 8.2 wug/L 784214 3 11.804 481306 5.0
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