LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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_ V\Method\SFAMVLMO80122WMA .M
Title : VOC Analysis

Signal : TIC: VV@27161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 13 20 50 rBV 5835992 5920928 80.83% 17.043%
2 1.304 75 82 102 rVB 346184 370700 5.06% 1.067%
3 1.561 155 162 176 rBV = 264228 301453 4.12% 0.868%
4 2.101 321 330 346 rBV 561053 794256 10.84%  2.286%
5 2.201 356 361 376 rVB 24841 37322 0.51% 0.107%
6 2.291 381 389 400 rVB 6781 10077 ©0.14% 0.029%
7 2.400 417 423 426 rBvV4 787 10706 0.01% 0.003%
8 2.503 440 455 467 rBV4 8611 17444 0.24% 0.050%
9 2.658 494 503 518 rVB3 12314 23604 0.32% 0.068%
10 2.744 527 530 532 rBV4 1103 715 0.01% 0.002%
11 2.835 548 558 574 rBV6 6065 11871 0.16% 0.034%
12 3.034 612 620 623 rBV3 1364 1915 0.03% 0.006%
13 3.185 663 667 682 rVB7 1882 3557 0.05% 0.010%
14 3.285 687 698 716 rVB6 3948 10569 0.14% 0.030%
15 3.375 716 726 727 rBv4 987 1126 ©0.02% 0.003%
16 3.741 831 840 842 rBV3 2485 2411 0.03% 0.007%
17 3.806 852 860 861 rBV3 3786 3798 0.05% 0.011%
18 3.876 872 882 921 rBV2 154763 486604 6.64% 1.401%
19 4.339 1009 1026 1062 rBV 361713 912341 12.46% 2.626%
20 4.674 1118 1130 1134 rBvi1e 2473 4817 0.07% 0.014%
21  4.722 1143 1145 1152 rVB5 649 559 0.01% 0.002%
22 5.037 1225 1243 1251 rBV2 860799 2123278 28.99% 6.112%
23 5.088 1253 1259 1303 rVB 1591461 3365051 45.94% 9.686%
24 5.481 1378 1381 1384 rBV3 1117 717 0.01% 0.002%
25 5.545 1396 1401 1403 rBV4 786 772  0.01% 0.002%
26 5.609 1409 1421 1460 rBV 715515 1467206 20.03% 4.223%
27 5.895 1495 1510 1511 rBV6 25718 38179 ©.52% 0.110%
28 6.063 1547 1562 1591 rBV 487403 1036873 14.16% 2.985%
29 6.371 1646 1658 1677 rBV3 15842 34700 0.47% 0.100%
30 6.461 1683 1686 1690 rBvV2 687 576 0.01% 0.002%
31 6.773 1780 1783 1789 rVvB3 781 788 0.01% 0.002%
32 6.895 1806 1821 1837 rBV2 136967 270682 3.70% 0.779%
33 6.979 1837 1847 1878 rVB 265092 491559 6.71% 1.415%
34 7.236 1918 1927 1935 rBvV8 3977 7588 0.10% 0.022%
35 7.310 1938 1950 1964 rBV 1003638 1741713 23.78% 5.014%

36 7.387 1965 1974 1996 rVB2 334986 836993 11.43% 2.409%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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_ V\Method\SFAMVLMO80122WMA .M
Title : VOC Analysis
37 7.616 2035 2045 2074 rBV 182374 330179 4.51% 0.950%
38 7.786 2088 2098 2122 rVB2 57497 113364 1.55% 0.326%
39 8.008 2152 2167 2182 rBV 148200 266843 3.64% 0.768%
40 8.085 2182 2191 2221 rW 526591 973790 13.29% 2.803%
41  8.445 2291 2303 2324 rVV3 38572 72901 1.00% 0.210%
42 8.632 2354 2361 2363 rBV6 2678 2919 0.04% 0.008%
43 8.876 2408 2437 2468 rVV2 3414511 7324742 100.00% 21.084%
44  9.005 2470 2477 2494 rVB2 29233 69795 0.95% 0.201%
45  9.140 2512 2519 2536 rVB2 26928 49897 0.68% 0.144%
46  9.297 2561 2568 2575 rBV7 2040 3560 0.05% 0.010%
47  9.329 2575 2578 2584 rVB 19226 11565 ©0.16% 0.033%
48 9.371 2584 2591 2594 rBV5 1523 1557 0.02% 0.004%
49 9.448 2607 2615 2616 rBV6 3697 3711 0.05% 0.011%
50 9.545 2636 2645 2657 rBV 18102 30235 0.41% 0.087%
51 9.744 2703 2707 2714 rVB4 568 576 0.01% 0.002%
52 9.821 2725 2731 2739 rBV4 2673 4757 0.06% 0.014%
53 9.931 2755 2765 2775 rVB6 2240 3404 0.05% 0.010%
54 9.992 2776 2784 2798 rBV1e 4143 9409 0.13% 0.027%
55 10.079 2801 2811 2827 rBV2 43746 74347 1.02% 0.214%
56 10.214 2840 2853 2880 rVV 770214 1226803 16.75% 3.531%
57 10.358 2889 2898 2904 rBV7 7894 10874 ©0.15% 0.031%
58 10.416 2904 2916 2931 rVB3 29905 71531 0.98% 0.206%
59 10.542 2944 2955 2969 rBvV3 18340 31900 0.44% 0.092%
60 10.635 2979 2984 2989 rVB5 723 675 0.01% 0.002%
61 10.683 2989 2999 3009 rBV2 18560 30736 0.42% ©0.088%
62 10.738 3009 3016 3025 rVB3 5180 6849 0.09% 0.020%
63 10.825 3037 3043 3044 rBV4 1475 1074 0.01% 0.003%
64 10.918 3064 3072 3079 rBV2 7142 10414 0.14% 0.030%
65 10.963 3079 3086 3097 rVB7 2797 4731 0.06% 0.014%
66 11.027 3097 3106 3113 rBV5 4760 7466 0.10% 0.021%
67 11.095 3120 3127 3131 rBV7 1178 1880 0.03% 0.005%
68 11.185 3146 3155 3163 rVB10O 2921 5026 ©0.07% 0.014%
69 11.246 3163 3174 3186 rBV 1070690 1668474 22.78% 4.803%
70 11.529 3259 3262 3263 rBV3 1575 861 0.01% 0.002%
71 11.622 3277 3291 3314 rBV 1045826 1702301 23.24% 4.900%
72 11.751 3325 3331 3339 rVB8 3244 4719 0.06% 0.014%
73 11.831 3351 3356 3367 rVB7 3055 5620 0.08% 0.016%
74 11.915 3373 3382 3385 rBV7 1561 2119 0.03% 0.006%
75 12.024 3408 3416 3422 rBV5S 1351 1808 ©0.02% 0.005%
76 12.114 3434 3444 3451 rVV9 2930 5698 0.08% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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_ V\Method\SFAMVLMO80122WMA .M
Title : VOC Analysis
77 12.394 3519 3531 3547 rVB9 6226 14649 0.20% 0.042%
78 12.468 3547 3554 3562 rBV6 2051 3104 0.04% 0.009%
79 12.532 3568 3574 3576 rBV4 1364 1301 0.02% 0.004%
80 12.570 3584 3586 3591 rVB4 1339 771 0.01% 0.002%
81 12.648 3605 3610 3620 rVB4 1485 2188 0.03% 0.006%
82 12.741 3637 3639 3642 rBV2 1035 827 0.01% 0.002%
83 12.783 3648 3652 3657 rBv4 1148 1345 0.02% 0.004%
84 12.821 3657 3664 3673 rVV7 4336 6456 0.09% 0.019%
85 12.882 3673 3683 3689 rVB4 2738 4030 0.06% 0.012%
86 12.927 3694 3697 3705 rVB3 668 1022 0.01% 0.003%
87 13.050 3728 3735 3741 rBV4 2206 2748 0.04% 0.008%
88 13.156 3762 3768 3775 rBV7 1974 3230 0.04% 0.009%
89 13.201 3775 3782 3787 rBV7 3225 4573 0.06% 0.013%
90 13.268 3797 3803 3808 rVB7 2176 2522 0.03% 0.007%
91 13.390 3839 3841 3849 rVB2 764 545 0.01% 0.002%
92 13.477 3860 3868 3874 rBV7 9072 14237 0.19% 0.041%
93 13.619 3906 3912 3913 rBV3 878 663 ©0.01% 0.002%
94 13.767 3956 3958 3966 rVB5 669 676 0.01% 0.002%
95 13.857 3979 3986 3990 rBV6 2431 3308 0.05% 0.010%
96 13.902 3990 4000 4017 rVB3 106388 176594 2.41%  0.508%
97 14.230 4095 4102 4103 rBV2 941 929 0.01% 0.003%
98 14.551 4198 4202 4205 rBV2 688 578 0.01% 0.002%
99 14.818 4276 4285 4286 rBV4 3287 3328 0.05% 0.010%
100 14.966 4324 4331 4339 rBV1o 5445 7718 0.11% 0.022%
Sum of corrected areas: 34740258
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve80122\

: VWe27161.D

: 02 Aug 2022 09:50

: SY/MD

: N3956-03DL 10X

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80122WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV027161.D\data.ms
405
5000000
4000000
3000000
2000000
5.088
1000000 5.087
1304 2.101 4330 5.609 6.063
1.561 ﬁz 6 :
0 LT 20121D60B G5E353.03 IBBBS75 3.3/ /\ am722 58, 5.895 6.37461
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV027161.D\data.ms
5000000
4000000
8.876
3000000
2000000
11.246  11.622
1000000 7:310 10.214
8.085
9
o 679& 7.23 7 619 786809&1 8.44%.632 | |9.0051400a981545. 342 9EH079 10 CSDEVERRRATBIAFVSES 11,579 11 T5HFIRY;
: 00 R A e e, ALaqs O
Time--> 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV027161.D\data.ms
5000000
4000000
3000000
2000000
1000000
oL 12 AUTATRIARAR? TR RIS aruishl?2 14.230 14.55114.818966
T T T ‘ T T T T ‘ T T T T ‘ T T T 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\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80122WMA.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.
1.105 201.78 ug/L 5920930 1,4-Difluorobenzene 5.609

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 20 (1.105 min): VV027161.D\data.ms (-13) (-) m/z 41.00 100.00%
41.0
5000 K
T
“ ‘ 50.858.065.1 1.101.201.301.401.50
O e e e e m/z 39.00 69.76%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #61: Propene
41.0
5000 [TTr T[T T T[T T[T [T
27.0 1.101.201.301.401.50
m/z 42.00 66.68%
0 150
O H\\\H\H\H‘HH‘\\\H\HHHH‘HH‘HH‘HH‘ \i\‘\\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
42.0
T
1.101.201.301.401.50
m/z 39.95 25.29%
5000 27.0
14.0
OLrrrrrrrrprrreprrre e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #63: Cyclopropane RRRRARE R
42.0 1.101.201.301.401.50
m/z 38.00 17.03%
5000
27.0
14.0
O‘HMH%hwmwuﬂhmpuw“wuuww‘1WHWHHWHMHWHWHH‘ [T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80122WMA.M
Quant Title : VOC Analysis

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

R.T. EstConc Area Relative to ISTD R.T.
6.895 9.22 ug/L 270682  1,4-Difluorobenzene 5.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 93
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 87
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 78
4 4-Methoxy-3-buten-2-one 100 C5H802 004652-27-1 52
5 Thiazole 85 C3H3NS 000288-47-1 50

Abundance Scan 1821 (6.895 min): VV027161.D\data.ms (-1806) (-) m/z 85.10 100.00%
85.1

5000 41.0

>6.1 00.0
100. AR ENREaREE
H‘ 67.0 6.60 6.80 7.00 7.20
1 ly

H_‘H‘w_‘wa‘mm‘HMMH‘wmmmw‘ m/z 41.00 45.13%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0 AAJ

5000 S RERESHUELASEERRY
56.0 6.60 6.80 7.00 7.20

100.0 m/z 43.00 44.71%

270
15.0 MM | ‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
85.0

6.60 6.80 7.00 7.20

o

o

5000 m/z 56.10 28.28%
41.0
56.0 100.0
29.0 67.0
15.0
o e MR 1 YOV PN VRN MBI MBS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl- AR e RRRRER
41.0 85.0 6.60 6.80 7.00 7.20

m/z 55.00  23.69%

5000 56.0

27.0
70 100.0 }

m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80122WMA.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 4 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.902 5.29 ug/L 176594 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 43
2 9-Chloro-bicyclo[6.1.8]nona-1(8)... 150 C9H7C1 1010295-96-4 35
3 3(2H)-Isothiazolone, 2-methyl- 115 C4H5NOS 002682-20-4 22
4 2-Pyrrolidinethione, 1-methyl- 115 C5HONS 010441-57-3 18
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 11
Abundance Scan 4000 (13.902 min): VV027161.D\data.ms (-3990) (- m/z 115.10 100.00%
115.1
150.1
67.0
5000 210
7.0
— e
13.50 14.00
0 ol 2989 myz 101.10  82.49%
m/z--> 40 60 80 100 120 140 160 180 =200
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 - e
13.50 14.00
m/z 150.05 73.15%
630 g70 H
0 \\\‘\\w\“‘\\\‘\‘\‘w’\\‘\\\‘H‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
115.0
— T
13.50 14.00
5000 m/z 67.00 55.30%
150.0
57.0
5370 89.0
T B e e R Rmm
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #8725: 3(2H)-Isothiazolone, 2-methyl- ﬂ : .
115.0 13.50 14.00
m/z 114.10 52.55%
58.0
5000
87.0
Obrrrrrt “ e
m/z--> 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080122\
Data File : VV027161.D

Acqg On : 02 Aug 2022 09:50
Operator : SY/MD

Sample : N3956-03DL 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80122WMA .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... 1.105 201.8 ug/L 5920930 1 5.609 1467210 50.0
2H-Pyran, tetra... 6.895 9.2 ug/L 270682 1 5.609 1467210 50.0
unknown-01 13.902 5.3 ug/L 176594 3 11.246 1668470 50.0
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