LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48338.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 26 rVB 5248688 5162850 100.00% 24.493%
2 1.600 73 81 99 rBvV 181214 237439 4.60% 1.126%
3 1.903 169 175 205 rVB 162728 253305 4.91% 1.202%
4 2.565 369 381 394 rBV 347078 571356 11.07% 2.711%
5 2.636 395 403 412 rBV 36054 59762 1.16% ©0.284%
6 2.800 442 454 455 rBV5S 5427 7697 0.15% 0.037%
7 3.012 515 520 521 rBV3 1338 1118 0.02% 0.005%
8 3.137 546 559 567 rBV 31703 65803 1.27% ©0.312%
9 3.353 619 626 627 rBV2 899 720 0.01% 0.003%
106 3.369 627 631 640 rVB6 1516 1795 0.03% 0.009%
11 3.446 647 655 668 rvv3 1904 3621 0.07% 0.017%
12 3.690 726 731 734 rBV3 1147 1215 0.02% 0.006%
13 4.250 901 905 911 rvwv4 942 1144 0.02% 0.005%
14  4.629 1010 1023 1044 rBV 194453 508465 9.85% 2.412%
15 5.063 1141 1158 1182 rBV 318024 698104 13.52%  3.312%
16 5.292 1223 1229 1231 rBV3 659 834 0.02% 0.004%
17 5.391 1251 1260 1269 rVB6 2816 5637 0.11% 0.027%
18 5.726 1340 1364 1371 rBV2 660543 1730531 33.52% 8.210%
19 6.166 1495 1501 1505 rVB4 1217 1376 0.03% 0.007%
20 6.250 1511 1527 1551 rBV 427561 815722 15.80% 3.870%
21  6.517 1599 1610 1624 rBV3 14138 29869 0.58% 0.142%
22 6.603 1633 1637 1649 rVB6 1874 2669 0.05% 0.013%
23 6.690 1649 1664 1680 rBV 410590 803119 15.56%  3.810%
24  6.928 1727 1738 1744 rBV3 1392 2371 0.05% 0.011%
25 6.996 1749 1759 1770 rVWW3 13760 25295 0.49% 0.120%
26 7.144 1801 1805 1809 rVVv3 833 885 0.02% 0.004%
27 7.189 1809 1819 1836 rVB6 3938 10019 0.19% 0.048%
28 7.346 1861 1868 1876 rVB5 1992 3086 0.06% 0.015%
29 7.491 1898 1913 1925 rBV 193873 351589 6.81% 1.668%
30 7.565 1925 1936 1959 rVB 234518 414501 8.03% 1.966%
31 7.658 1959 1965 1967 rBV6 972 1180 ©0.02% 0.006%
32 7.742 1987 1991 1997 rVB4 1036 1120 0.02% 0.005%
33 7.799 1997 2009 2025 rBV5 4338 10785 0.21% 0.051%
34 7.899 2025 2040 2052 rBV 845079 1446705 28.02% 6.863%
35 7.976 2053 2064 2080 rVB3 301290 623414 12.07%  2.958%

36 8.179 2115 2127 2143 rBV 159059 269098 5.21% 1.277%
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Data Path

Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X
Misc

ALS vial : 9

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 8.359 2172 2183 2206 rVB2 105924
38 8.578 2238 2251 2259 rVWVW 117712
39 8.635 2259 2269 2301 rVB 618773
40 8.777 2307 2313 2327 rVB5 13335
41  8.896 2347 2350 2352 rBV2 864
42 9.015 2375 2387 2407 rBv2 44025
43 9.172 2421 2436 2447 rBvV3 5112
44  9.250 2454 2460 2463 rVV5 811
45 9.362 2486 2495 2500 rBV4 5651
46 9.420 2500 2513 2515 rBV 649700
47  9.632 2572 2579 2580 rBV5 2999
48 9.661 2584 2588 2592 rVvV5 3260
49 9.828 2633 2640 2649 rBVv7 3098
50 9.941 2667 2675 2683 rVB5 1926
51 10.102 2714 2725 2740 rBV 8606
52 10.224 2752 2763 2769 rVWV7 1237
53 10.253 2769 2772 2775 rVV2 656
54 10.487 2835 2845 2852 rBV6 1809
55 10.578 2869 2873 2880 rVB5 521
56 10.651 2885 2896 2909 rBV5 20993
57 10.709 2909 2914 2916 rBV3 866
58 10.758 2916 2929 2951 rVB 644483
59 10.851 2953 2958 2967 rVV5 1769
60 10.925 2978 2981 2982 rBV 801
61 10.979 2988 2998 3010 rVB3 23101
62 11.098 3025 3035 3049 rBvV2 14297
63 11.147 3049 3050 3056 rVB3 998
64 11.250 3075 3082 3090 rVV5 5530
65 11.295 3091 3096 3103 rVB4 2638
66 11.378 3115 3122 3130 rBv4 2465
67 11.468 3139 3150 3157 rBV4 5626
68 11.510 3157 3163 3172 rVB5 5200
69 11.587 3176 3187 3198 rBV5 7852
70 11.658 3205 3209 3214 rBV2 403
71 11.696 3214 3221 3224 rBV4 1403
72 11.751 3229 3238 3245 rVWV5 7386
73 11.812 3245 3257 3271 rW 647385
74 11.883 3271 3279 3291 rVW5 21572
75 11.950 3294 3300 3316 rvVB1O 6323
76 12.060 3330 3334 3337 rBV3 1079

SFAMULM@42522WMA.M Fri

Apr 29 17:15:21 2022

Filtering:
Min Area:
Max Peaks:
Peak Location:

189250
203869
1101661
24183

646
78812
8692
1009
8711

903017
2813
4358
5629
3063

14934
2018
467
2855
494

37921
857
1033778
2777
529

45530
24154
702
8571
3419

3822
9310
7662
13824
463

1759
11909
1015031
39783

12307

991

LSC Area Percent Report
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM@42522WMA .M
Title : VOC Analysis
77 12.195 3359 3376 3400 rBV 838960 1463477 28.35% 6.943%
78 12.475 3455 3463 3468 rBV5 1577 2259 0.04% 0.011%
79 12.574 3492 3494 3501 rVB3 509 500 0.01% 0.002%
80 12.684 3522 3528 3531 rBV4 1307 1702 0.03% ©0.008%
81 12.774 3547 3556 3565 rVWVW 3211 4696 0.09% 0.022%
82 12.970 3603 3617 3627 rBV4 12077 20873 0.40% 0.099%
83 13.105 3655 3659 3666 rvB4 722 720 0.01% 0.003%
84 13.153 3669 3674 3677 rVB5 763 683 0.01% ©0.003%
85 13.217 3687 3694 3696 rBV5 818 800 0.02% 0.004%
86 13.266 3705 3709 3712 rBV4 816 854 0.02% 0.004%
87 13.330 3723 3729 3734 rBV4 2355 3286 0.06% 0.016%
88 13.375 3734 3743 3757 rW 34792 53041 1.03% 0.252%
89 13.446 3760 3765 3776 rVB6 1518 2306 0.04% 0.011%
90 13.732 3851 3854 3856 rBV3 888 581 0.01% 0.003%
91 13.777 3863 3868 3873 rBV6 2253 2887 0.06% 0.014%
92 14.044 3949 3951 3958 rVB3 635 646 0.01% 0.003%
93 14.089 3958 3965 3966 rBV4 2589 2136 0.04% 0.010%
94 14.333 4035 4041 4044 rBV3 887 846 0.02% 0.004%
95 14.359 4044 4049 4060 rVV5 1442 2178 0.04% 0.010%
96 14.429 4064 4071 4078 rVB5 6945 9269 0.18% 0.044%
97 14.494 4080 4091 4112 rBV2 132229 223959 4.34% 1.062%
98 14.880 4208 4211 4214 rBV4 660 460 0.01% 0.002%
99 15.545 4407 4418 4432 rBV 172744 268400 5.20% 1.273%
100 16.391 4671 4681 4690 rBV3 34633 56553 1.10% 0.268%
Sum of corrected areas: 21078891
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048338.D\data.ms
5000000 9

4000000
3000000
2000000

1000000

5.726

2565 5.063 6250  6.60(

1.600 4.629
1908 £.638.8003.082137 3 H6846 3.690 4.250 /\ 5. M 6.

0\‘\\\\/‘k\\\\ﬁ/\k\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ [TTTr (T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU048338.D\data.ms
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1000000 7.899
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Abundance TIC: VU048338.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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.
1.359 316.46 ug/L 5162850 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 86
3 Cyclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3He6 000115-07-1 50
5 Cyclopropene 40 C3H4 002781-85-3 16
Abundance Scan 6 (1.359 min): VU048338.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000
Raama o
1.401.501.601.70 1.80
o]

e ———————— AN V2R I A Y XY

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #61: Propene

41.0
5000 (L L R B
1.401.50 1.60 1.70 1.80
m/z 42.00 67.14%
15.0
| il L
\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
Raama o
1.401.50 1.60 1.70 1.80
5000 m/z 40.00 25.46%
14.0
T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #63: Cyclopropane T
42.0 1.401.501.601.70 1.80
m/z 38.00 17.99%
5000
14.0
- I
A Raamanasaa s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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: Cyclic3.137 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.137 4.03 ug/L 65803 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
3 Cyclopentane 70 C5H10 000287-92-3 78
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 559 (3.137 min): VU048338.D\data.ms (-546) (-) m/z 42.00 100.00%
42.0
5000 70.1
2.80 3.00 3.20 3.40

el e 2070 /7 55.00  49.31%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #634: Cyclopentane

42.0
5000 UL L B R I B B
70.0 2.80 3.00 3.20 3.40
m/z 70.10 45.80%
\‘\%?\.9\‘”\\‘}‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
AR R RRE
2.80 3.00 3.20 3.40
5000 m/z 40.95 34.53%
70.0
A R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane WnﬂTYﬁq‘u“uwﬂﬁ\‘w
42.0 2.80 3.00 3.20 3.40
m/z 39.00 23.81%
5000
70.0
15.0 ‘\ ‘\ ‘
A e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.491  21.55 ug/L 351589 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 97
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 91
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 90
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 83
5 2-Furanmethanol, tetrahydro-5-me... 116 C6H1202 054774-28-6 64
Abundance Scan 1913 (7.491 min): VU048338.D\data.ms (-1898) (-) m/z 85.00 100.00%
85.0
5000 41.0
e ARRaEEES e
‘ 7.20 7.40 7.60 7.80
828 2070 hp a1.08  45.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 LB L R LA B R B B
7.20 7.40 7.60 7.80
‘ m/z 43.00 41.67%
\]-\5\.‘0\“\\ \\h‘\“‘\‘\\\‘\‘\\\‘1\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
85.0
41.0 I A P |
7.20 7.40 7.60 7.80
5000 m/z 56.10 26.28%
15.0 63.0
R R B e e o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4435: 2H-Pyran, tetrahydro-2-methyl- R S RARRNEESsS S
85.0 7.20 7.40 7.60 7.80
m/z 55.00  21.93%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 2-Hexenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.359 10.48 ug/L 189250  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal 98 C6H1e0 000505-57-7 59
2 2H-Pyran, 3,4-dihydro-4-methyl- 98 C6H100 002270-61-3 58
3 1H-Pyrazole, 3-ethyl-4,5-dihydro- 98 C5H10N2 005920-29-6 49
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H10N2 028019-94-5 47
5 1H-Pyrazole, 4,5-dihydro-5,5-dim... 98 C5H10N2 004320-85-8 47
Abundance Scan 2183 (8.359 min): VU048338.D\data.ms (-2172) (-) m/z 82.95 100.00%
83.0
41.0
98.0
5000 67.0
55.0
AT
‘ H 8.00 8.20 8.40 8.60
‘w“‘w“u!_k“WJ“ ‘M‘H‘M‘JH““W““ m/z 40.95  77.38%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3527: 2-Hexenal
41.0
27.0 55.0 /\N
69.0
5000 L B L R B R LA B R B
83.0 8.00 8.20 8.40 8.60
66,0 m/z 38.95 60.13%
\\‘\\\\‘\\\‘1l\‘\\\}‘\H!\‘\\‘\\1\\\\‘}\\\\‘\\\‘\‘\\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance
83.0
e EABERENEEEs S e
41.0 8.00 8.20 8.40 8.60
5000 98.0 m/z 98.00 55.46%
55.0 67.0
29.0
R W o e R m
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3447: 1H-Pyrazole, 3-ethyl-4,5-dihydro-
83.0 8.00 8.20 8.40 8.60
98.0 m/z 41.95 48.80%
41.0
5000 28.0 69.0
‘ 55.0
m/z--> 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 Propanal, 2,3-dichloro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.578 11.29 ug/L 203869 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 74
2 3-Chloropropyl formate 122 C4H7C102 001487-44-1 43
3 Propane, 1,3-dichloro- 112 C3He6C12 000142-28-9 25
4 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 15
5 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 10
Abundance Scan 2251 (8.578 min): VU048338.D\data.ms (-2238) (-) m/z 76.00 100.00%
76.0
5000 41.0 /L\
A mama REE
‘ ‘ 8.20 8.40 8.60 8.80 9.00
el 898 L HLS s 41,00 48.74%
miz-> 20 40 60 80 100 120 140
Abundance #20844: Propanal, 2,3-dichloro-2-methyl-
76.0
41.0
5000 L L L N B B L I
8.20 8.40 8.60 8.80 9.00
111.0 m/z 78.00 32.54%
stm) \\M ‘\ GoHp L \‘92'0 “‘ 140.0
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
31.0
N 1 GO
76.0 8.20 8.40 8.60 8.80 9.00
5000 ' m/z 39.00 18.96%
57.0
93.0
—. T T
miz--> 20 40 60 80 100 120 140
Abundance #7005: Propane, 1,3-dichloro- Bt e
410 76.0 8.20 8.40 8.60 8.80 9.00
m/z 49.00 13.39%
5000
150 | | 600 | 9501120
e e R AARmaES R
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 Oxepane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.015 4.36 ug/L 78812  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxepane 100 C6H120 000592-90-5 94
2 Oxepane 100 C6H120 000592-90-5 74
3 3(2H)-Furanone, dihydro-5-methyl- 100 C5H802 034003-72-0 52
4 2,4(3H,5H)-Furandione 100 C4H403 004971-56-6 46
5 3-Ethyltetrahydrofuran 100 C6H120 093716-28-0 42
Abundance Scan 2387 (9.015 min): VU048338.D\data.ms (-2375) (-) m/z 42.00 100.00%
42.0
5000 55.1
67.0 100.1
“H‘_‘H“H‘_‘H,‘
“ 81.0 8.60 8.80 9.00 9.20 9.40
\\‘\\\\‘\\\\‘\\\‘\‘\\‘\\\\‘\\\\lw\\\‘\\\\‘\\\\‘\\\\‘ m/z 55.19 45.6900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246: Oxepane
42.0
5000 55.0 "“/\/\”/\“ ] /\!/\/\
67.0 100.0 8.60 8.80 9.00 9.20 9.40
27.0 m/z 41.00 39.64%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
42.0
A e
8.60 8.80 9.00 9.20 9.40
5000 m/z 100.10 36.35%
55.0
68.0 100.0
27.0
15.0 82.0
R R AR A o e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4208: 3(2H)-Furanone, dihydro-5-methyl- A“AH““““H““‘,‘
42.0 8.60 8.80 9.00 9.20 9.40
m/z 67.00 32.87%
5000 100.0
28.0 58.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue42822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04

Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .M
: VOC Analysis

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 8 Hexane, 1,6-dichloro- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13375 2.61 ug/l 53641  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,6-dichloro- 154 CeM12c12 062163-00-0 86
2 Hexane, 1,6-dichloro- 154 C6H12C12 002163-00-0 64

3 cis-2-Hexen-1-0l, pentafluoropro... 246
4 cis-2-Hexen-1-o0l, trifluoroacetate 196
5 Cyclohexane, chloro-

118

CO9H11F502
C8H11F302
C6H11C1

1000352-74-1 38
1000352-74-4 38
000542-18-7 30

Abundance Scan 3743 (13.375 min): VU048338.D\data.ms (-3734) (- | m/z 55.00 100.00%
55.0
82.1
5000
L T T ‘ T
‘ H | ‘ H 1181 13.00 13.50
el Ml 11812070 h/z 69.10  76.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31627: Hexane, 1,6-dichloro-
55.0
5000 82.0 e B e e
13.00 13.50
27.0 m/z 40.95 69.20%
\\“\H “‘\u‘\‘l““\\”“\‘\\]-\178‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
m/\‘ A‘A/\r\‘M/\\‘ P .'r"""\
82.0 13.00 13.50
5000 ITI/Z 67.00 64 .68%
27.0
118.0
e SR RRRRRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #131275: cis-2-Hexen-1-ol, pentafluoropropionate Ly Tl
67.0 13.00 13.50
41.0 m/z 82.10  58.26%
119.0
5000
“w“u ‘H“H“_“w"H‘H“_“w“u“u“u“_ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 wunknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.494  11.03 ug/L 223959 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 38
2 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 27
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 15
4 Silane, ethenylethoxydimethyl- 130 C6H140Si 005356-83-2 14
5 2-Piperidinethione 115 C5HONS 013070-01-4 11
Abundance Scan 4091 (14.494 min): VU048338.D\data.ms (-4080) (- | m/z 115.00 100.00%
67.0
5000 39.0
1450
.9 ;
MM‘,M‘J_1“““””_”‘2‘9‘7:9 m/z 101.00  88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 LN
14.50
m/z 150.00 84.77%
63.087.0’
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
150.0
115.0 ‘14.‘50‘
5000 m/z 67.00 59.63%
70.0
31.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4549: |sopropyl isothiocyanate Ay
60.0 101.0 14.50
27.0
m/z 114.00  53.18%
5000
: e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.545  13.22 ug/L 268400 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 35
2 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 32
3 1,3,5-Trichloro-4-methyl-2-penta... 202 C6H9C130 1000140-03-8 28
4 4-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 25
5 3-Thietanol 90 C3H60S 010304-16-2 25
Abundance Scan 4418 (15.545 min): VU048338.D\data.ms (-4407) (- | m/z 90.00 100.00%
90.0
41.0
5000
1 1 \
15.50
m/z 67.00 85.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2663: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0
5000 SN :
15.50
m/z 40.95 82.25%
39.0
\H‘HH““\\“H"‘!\H‘\\‘H‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
90.0
T \
15.50
5000 55.0 m/z 103.00 81.13%
26.0 .
T T T e e T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78186: 1,3,5-Trichloro-4-methyl-2-pentanone — ‘
90.0 15.50
m/z 75.00 63.01%
55.0
5000
18. 125.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.391 2.79 ug/L 56553 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, 2-ethylcycloh... 204 C10H17C1l02 1000279-89-1 37
2 Cyclopropane, 1-(5-hexenyl)-2-iodo- 250 C9H15I 074685-40-8 12
3 Cyclobutane, 1,1-dimethyl-3-meth... 96 C7H12 019037-73-1 11
4 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 10
5 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 10
Abundance Scan 4681 (16.391 min): VU048338.D\data.ms (-4671) (- | m/z 81.05 100.00%
81.0
41.0 117.0
5000
T T
207.0 282.(

153.9 16.00 16.50
— e M e M/Z 41.00 70.56%
miz—> 20 40 60 80 100120140160180200220240 260280

Abundance #79320: Chloroacetic acid, 2-ethylcyclohexyl ester
81.0

41.0

110.0 b e

16.00 16.50
m/z 117.00 64.33%

5000

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance
81.0
41.0 - L —
16.00 16.50
5000 ITI/Z 67.00 56.40%
123.0
167.0196.0 234.0
R R RARESRCRRSEHESSe
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3289: Cyclobutane, 1,1-dimethyl-3-methylene- b T
81.0 16.00 16.50
m/z 39.00 52.08%
41.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42822\
Data File : VU@48338.D

Acqg On : 28 Apr 2022 14:04
Operator : SY/MD

Sample : N2587-10DL 40X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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... 1.359 316.5 ug/L 5162850 1 6.250 815722 50.0
(DEL) Alkane: C... 3.137 4.0 ug/L 65803 1 6.250 815722 50.0
2H-Pyran, tetra... 7.491 21.6 ug/L 351589 1 6.250 815722 50.0
2-Hexenal 8.359 10.5 ug/L 189250 2 9.417 903017 50.0
Propanal, 2,3-d... 8.578 11.3 ug/L 203869 2 9.417 903017 50.0
Oxepane 9.015 4.4 ug/L 78812 2 9.417 903017 50.0
Hexane, 1,6-dic... 13.375 2.6 ug/L 53041 3 11.812 1015030 50.0
unknown-01 14.494 11.0 ug/L 223959 3 11.812 1015030 50.0
unknown-02 15.545 13.2 ug/L 268400 3 11.812 1015030 50.0
unknown-03 16.391 2.8 ug/L 56553 3 11.812 1015030 50.0
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