LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample : L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.216 36 39 44 rBV2 9316 8081 0.04% 0.012%
2 1.309 61 68 80 rvB 357572 351880 1.73% 0.537%
3 1.569 142 149 162 rBvV 280866 313545 1.55% 0.479%
4 1.637 165 170 180 rvB2 34016 41835 0.21% 0.064%
5 1.810 218 224 233 rVB 31035 39622 0.20% 0.060%
6 2.113 308 318 334 rBV 567158 853431 4.21% 1.303%
7 2.302 374 377 382 rBV5 1353 1151 0.01% 0.002%
8 2.447 414 422 427 rBV3 1982 3797 0.02% 0.006%
9 2.537 427 450 476 rVB 1196558 2309913 11.39% 3.527%
10 2.765 504 521 546 rBVY 1949101 3876106 19.11% 5.918%
11 3.045 589 608 650 rBY 10220536 20285012 100.00% 30.970%
12 3.643 788 794 796 rBV5 1221 1152 0.01% 0.002%
13 3.685 796 807 810 rvvs 2314 3423 0.02% 0.005%

14 3.769 811 833 860 rvVV 7668875 19406306 95.67% 29.629%
15 3.888 860 870 900 rvB 135959 371528 1.83% 0.567%

16 4_.354 997 1015 1043 rBV 395495 969267 4.78% 1.480%
17 4.685 1099 1118 1137 rBV2 80716 206756 1.02% 0.316%

18 4.772 1142 1145 1152 rBVS8 963 966 0.00% 0.001%
19 5.051 1209 1232 1263 rBV2 946142 2466434 12.16% 3.766%
20 5.450 1354 1356 1359 rVB3 859 5562 0.00% 0.001%
21 5.482 1359 1366 1369 rBV6 1463 1579 0.01% 0.002%
22 5.553 1384 1388 1390 rBV3 700 555 0.00% 0.001%
23 5.621 1394 1409 1438 rBV 843470 1681896 8.29% 2.568%
24 5.749 1446 1449 1457 rVBS8 1597 1937 0.01% 0.003%
25 5.842 1475 1478 1484 rVB7 978 1067 0.01% 0.002%
26 5.910 1490 1499 1517 rVB5 10445 22500 0.11% 0.034%
27 6.074 1536 1550 1576 rBV 551356 1125953 5.55% 1.719%
28 6.376 1642 1644 1649 rBV5 675 604 0.00% 0.001%
29 6.447 1661 1666 1672 rBV7 1086 1240 0.01% 0.002%
30 6.527 1686 1691 1692 rBV3 1134 783 0.00% 0.001%
31 6.781 1763 1770 1774 rBV6 1169 1146 0.01% 0.002%
32 6.939 1812 1819 1822 rBV6 1030 1249 0.01% 0.002%

33 6.990 1822 1835 1858 rBV 342067 616714 3.04% 0.942%
34 7.318 1924 1937 1970 rBV 1137485 2000395 9.86% 3.054%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample : L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis

35 7.521 1997 2000 2001 rBV3 995 617 0.00% 0.001%
36 7.569 2012 2015 2021 rvv7 1212 1222 0.01% 0.002%
37 7.624 2021 2032 2059 rBV 240665 420428 2.07% 0.642%
38 7.868 2102 2108 2110 rBV5 891 790 0.00% 0.001%
39 7.942 2125 2131 2139 rVV5 3079 4578 0.02% 0.007%
40 7.981 2141 2143 2150 rVB6 1851 2151 0.01% 0.003%
41 8.019 2150 2155 2156 rBVv4 1006 623 0.00% 0.001%
42 8.090 2166 2177 2208 rBV 567624 971056 4_79% 1.483%
43 8.254 2223 2228 2242 rVB4 5994 10380 0.05% 0.016%
44 8.376 2262 2266 2271 rBV6 1189 1377 0.01% 0.002%
45 8.540 2312 2317 2320 rVB3 1086 952 0.00% 0.001%
46 8.775 2385 2390 2394 rBVv4 892 1106 0.01% 0.002%
47 8.855 2402 2415 2441 rBV 1261118 2036861 10.04% 3.110%
48 9.019 2462 2466 2475 rVB9 2356 3156 0.02% 0.005%
49 9.225 2526 2530 2536 rvVB7 1507 1863 0.01% 0.003%
50 9.463 2599 2604 2608 rBV5 828 708 0.00% 0.001%
51 9.534 2620 2626 2627 rBV5 845 851 0.00% 0.001%
52 9.550 2628 2631 2632 rBV3 1377 753 0.00% 0.001%
53 9.820 2708 2715 2717 rBv4 1981 2510 0.01% 0.004%
54 9.900 2738 2740 2744 rBVv4 686 597 0.00% 0.001%
55 10.026 2769 2779 2788 rVV6 3301 6025 0.03% 0.009%
56 10.222 2824 2840 2857 rBV 705587 1127261 5.56% 1.721%
57 10.328 2868 2873 2875 rBvV4 901 707 0.00% 0.001%
58 10.382 2885 2890 2891 rBV4 2758 1994 0.01% 0.003%
59 10.505 2922 2928 2930 rBV5 1700 1663 0.01% 0.003%
60 10.521 2930 2933 2937 rVV5 1188 1115 0.01% 0.002%
61 10.665 2975 2978 2981 rVB3 873 596 0.00% 0.001%
62 10.887 3044 3047 3052 rBv4 690 681 0.00% 0.001%
63 10.932 3052 3061 3062 rBV7 2944 3125 0.02% 0.005%
64 11.048 3092 3097 3104 rBV6 2480 3158 0.02% 0.005%
65 11.087 3106 3109 3110 rBV3 1372 761 0.00% 0.001%
66 11.161 3121 3132 3139 rBV8 4214 7709 0.04% 0.012%
67 11.254 3149 3161 3182 rBV 1330468 2028578 10.00% 3.097%
68 11.411 3204 3210 3215 rVB6 1493 1770 0.01% 0.003%
69 11.437 3215 3218 3219 rBV3 1067 613 0.00% 0.001%
70 11.540 3240 3250 3261 rBV9 3360 7289 0.04% 0.011%

71 11.627 3264 3277 3299 rBV 1168556 1818322 8.96% 2.776%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample : L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
Title : VOC Analysis
72 11.746 3312 3314 3317 rBV3 966 673 0.00% 0.001%
73 11.903 3359 3363 3369 rVB7 948 951 0.00% 0.001%
74 12.042 3403 3406 3409 rBV2 899 590 0.00% 0.001%
75 12.144 3434 3438 3443 rVB4 582 707 0.00% 0.001%
76 12.244 3462 3469 3473 rBV5 1752 2123 0.01% 0.003%
77 12.308 3485 3489 3493 rVV6 987 990 0.00% 0.002%
78 12.353 3493 3503 3516 rVv3 13513 22584 0.11% 0.034%
79 12.649 3591 3595 3605 rBV9 2721 3150 0.02% 0.005%
80 12.733 3617 3621 3624 rBvV4 629 584 0.00% 0.001%
81 12.861 3656 3661 3664 rVB4 1127 895 0.00% 0.001%
82 12.884 3664 3668 3670 rBV5 675 585 0.00% 0.001%
83 12.935 3680 3684 3688 rVB5 1366 1135 0.01% 0.002%
84 12.974 3692 3696 3700 rvv4 897 817 0.00% 0.001%
85 13.106 3733 3737 3741 rVV5 630 566 0.00% 0.001%
86 13.199 3761 3766 3770 rBV5 936 1146 0.01% 0.002%
87 13.273 3782 3789 3795 rVB8 2916 3796 0.02% 0.006%
88 13.514 3856 3864 3871 rBV6 2202 3500 0.02% 0.005%
89 13.595 3886 3889 3892 rVB3 1083 683 0.00% 0.001%
90 13.617 3892 3896 3900 rBV5 1470 1468 0.01% 0.002%
91 13.755 3932 3939 3941 rBV8 1589 1989 0.01% 0.003%
92 13.935 3990 3995 3998 rBV4 1007 1096 0.01% 0.002%
93 13.987 4009 4011 4016 rVB5 954 753 0.00% 0.001%
94 14.009 4016 4018 4021 rBV2 857 548 0.00% 0.001%
95 14.167 4065 4067 4074 rBV7 614 665 0.00% 0.001%
96 14.244 4088 4091 4095 rVB4 1254 980 0.00% 0.001%
97 14.283 4099 4103 4106 rVB4 920 697 0.00% 0.001%
98 14.321 4111 4115 4116 rBV3 841 618 0.00% 0.001%
99 14.476 4160 4163 4164 rBV3 939 545 0.00% 0.001%
100 14.730 4239 4242 4247 rBV5 955 850 0.00% 0.001%

Sum of corrected areas: 65498005
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M

VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.54 68.67 ug/L 2309910 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
5 Pentane 72 C5H12 000109-66-0 46

Abundance Scan 451 (2.540 min): VV019540.D (-427) (-) m/z 43.05 100.00%
43
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3’|9 57 PP
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43
5000 AR AR AN U
27 71 220 2.40 2.60 2.80
39 m/z 71.10 40.10%
15 57
0'“““|2“v“'P“J'“W“'H“J%%“v“'“"““véﬁwl“vgagzﬁ““l""|““ﬁ§“v“W“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 240 260 280
5000 m/z 41.05 39.88%
27 71
39 57
o 2 15 32 53 86
L L Ly LA LA LR AL R LA LAY LA AN LAARAALLA AR LA AR RALSN AR AL LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3—dimethy|— LA L B ljl\l| T T
43 220 2.40 2.60 2.80

m/z 38.95 18.85%

5000
71

39

27 55
15 | 51 6367 86

Obrrrrrrrrrreprrreprremerrr e e e e e SNDMBBSEBEYA SR | R

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.77 115.23 ug/L 3876110 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 522 (2.769 min): VV019540.D (-504) (-) m/z 57.10 100.00%
57
41
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1 s . 2146"2'66"2186' 3.00 3.20
o e e e e m/z 56.05 85.44Y%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
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O '}?I""I""I 'Z}'|§§"|' UL S DU L L SR
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29 41 240 260 280 3.00 3.20
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> 15 71 86
G e I IS UL UL WL B B RIS B B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
5[7 240 2.60 2.80 3.00 3.20
m/z 38.95 17.56%
29 41
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m/z--> 0 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.05 603.04 ug/L 20285000 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 59
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 610 (3.052 min): VV019540.D (-589) (-) m/z 57.05 100.00%
g7
41
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m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
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a3 97 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV121020\
Data File : VV019540.D

Aca On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic3.77 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.77 576.92 ug/L 19406300 1,4-Difluorobenzene 5.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 80
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 59

Abundance Scan 833 (3.769 min): VV019540.D (-811) (-) m/z 56.05 100.00%
56
41
5000 69 /\
84 . 340 3.60 3.80 4.00 4.20
(o} m/z 41.05 52.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
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41
5000 69 USRI N A I
340 3.60 3.80 4.00 4.20
28 o m/z 69.05 44 . 12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.05 25.68%
69
27 84
1 15
e A S S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1471: Cyclobutane, ethyl- R R
56 3.40 3.60 3.80 4.00 4.20
a1 m/z 38.95 23.63%
5000
27
‘ ‘ 69
0 .ﬁ.%ﬂnjuhhu‘,”..Fﬁ..“..w..” — S N VS —
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV121020\
Data File : VV019540.D

Acq On : 11 Dec 2020 04:14

Operator : SY/MD

Sample - L4955-19

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 33 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM121020WMA .M
VOC Analysis

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.54 68.7 ug/L 2309910 1 5.62 1681900 50.0
(DEL) Alkane: Str... 2.77 115.2 ug/L 3876110 1 5.62 1681900 50.0
(DEL) Alkane: Str... 3.05 603.0 ug/L 20285000 1 5.62 1681900 50.0
(DEL) Alkane: Cyc... 3.77 576.9 ug/L 19406300 1 5.62 1681900 50.0
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