LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20797.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 96 rVB 307356 304135 12.92% 1.627%
2 1.571 157 165 181 rVB 248860 277915 11.81% 1.487%
3 2.111 322 333 348 rBV 561357 835100 35.47% 4.468%
4 2.362 383 411 413 rBV4 28321 90183 3.83% 0.483%
5 2.622 490 492 497 rBV4 798 699 0.03% 0.004%
6 2.767 528 537 553 rVB3 15874 29509 1.25% 0.158%
7 2.828 554 556 559 rBV 674 446 0.02% 0.002%
8 2.876 569 571 574 rVB2 400 204 0.01% ©0.001%
9 2.896 574 577 581 rBV 259 225 0.01% 0.001%
106 2.918 581 584 585 rBV2 453 247 0.01% ©0.001%
11 2.960 591 597 605 rBvV7 2049 3459 0.15% 0.9019%
12 3.044 611 623 641 rBV3 58430 116941 4.97% 0.626%
13 3.182 664 666 670 rBv4d 627 387 0.02% 0.002%
14 3.288 697 699 703 rBV3 319 217 0.01% 0.001%
15 3.394 730 732 734 rVW2 530 271 0.01% 0.001%
16 3.449 746 749 752 rVB2 706 436 0.02% 0.002%
17 3.474 752 757 761 rBv4 797 558 0.02% 0.003%
18 3.497 761 764 768 rBv2 692 436 0.02% 0.002%
19 3.568 782 786 787 rBV 295 224 0.01% 0.001%
20 3.645 804 810 812 rBV2 648 445 0.02% 0.002%
21 3.658 812 814 816 rVB 533 249 0.01% ©0.001%
22 3.680 816 821 824 rBV3 682 575 0.02% 0.003%
23 3.699 825 827 830 rBV 438 279 0.01% 0.001%
24 3.770 832 849 868 rVV2 100042 259000 11.00%  1.386%
25 3.889 875 886 924 rBv2 148811 430887 18.30% 2.305%
26 4.352 1015 1030 1060 rBV2 403110 997193 42.36% 5.335%
27 4.645 1118 1121 1122 rBV2 785 437 0.02% 0.002%
28 4.799 1165 1169 1173 rBV3 822 801 0.03% 0.004%
29 4.844 1180 1183 1188 rVB3 1308 904 0.04% 0.005%
30 4.912 1200 1204 1206 rBV2 716 460 0.02% 0.002%
31 4.928 1206 1209 1210 rBV 489 264 0.01% ©0.001%
32 4,982 1222 1226 1228 rBvV3 488 317 0.01% 0.002%
33 5.050 1230 1247 1289 rBV2 910687 2354110 100.00% 12.596%
34 5.330 1331 1334 1340 rBV4 1184 1026 0.04% 0.005%
35 5.394 1352 1354 1356 rBV 427 236 0.01% 0.001%
36 5.410 1356 1359 1363 rVB4 1196 826 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@32321WMA.M
Title : VOC Analysis
37 5.622 1412 1425 1453 rBV 734696 1477472 62.76%  7.905%
38 5.912 1503 1515 1537 rBV3 29239 63291 2.69% ©0.339%
39 6.008 1543 1545 1548 rBV 887 389 0.02% 0.002%
40 6.072 1551 1565 1593 rBV 500593 1034058 43.93% 5.533%
41  6.452 1682 1683 1689 rVB2 742 370 0.02% 0.002%
42 6.474 1689 1690 1694 rVB 520 213 0.01% 0.001%
43 6.529 1703 1707 1709 rBV2 726 513 0.02% 0.003%
44  6.632 1736 1739 1740 rBvV2 624 341 0.01% 0.002%
45  6.651 1740 1745 1747 rVV3 681 600 0.03% 0.003%
46 6.731 1768 1770 1773 rBV2 623 295 0.01% 0.002%
47 6.760 1777 1779 1782 rBV3 673 403 0.02% 0.002%
48 6.873 1812 1814 1818 rVB 299 240 0.01% ©0.001%
49 6.899 1818 1822 1824 rBV2 438 271 0.01% 0.001%
50 6.931 1830 1832 1835 rBV2 516 321 0.01% 0.002%
51 6.992 1839 1851 1874 rBV 288155 535446 22.75% 2.865%
52 7.320 1940 1953 1979 rBV 1085668 1874677 79.63% 10.030%
53 7.577 2031 2033 2036 rBV3 553 316 ©0.01% 0.002%
54 7.625 2036 2048 2074 rBV2 212303 370752 15.75%  1.984%
55 7.780 2094 2096 2100 rvB3 1190 579 0.02% 0.003%
56 8.092 2183 2193 2226 rBV 525729 978697 41.57% 5.236%
57 8.513 2322 2324 2328 rBV3 560 311 0.01% 0.002%
58 8.609 2351 2354 2356 rBvV3 704 540 0.02% 0.003%
59 8.735 2390 2393 2394 rBV 626 309 0.01% 0.002%
60 8.783 2405 2408 2412 rVB3 723 537 0.02% 0.003%
61 8.857 2419 2431 2452 rBV 1136133 1839713 78.15% 9.843%
62 9.124 2512 2514 2515 rBV2 557 208 0.01% 0.001%
63 9.275 2559 2561 2565 rVB2 878 476 0.02% 0.003%
64 9.326 2572 2577 2579 rBV3 755 543 0.02% 0.003%
65 9.371 2589 2591 2593 rBV 373 202 0.01% ©0.001%
66 9.471 2620 2622 2627 rVB3 690 449 0.02% 0.002%
67 9.526 2635 2639 2642 rBV3 454 354 0.02% 0.002%
68 9.548 2642 2646 2647 rBV2 1503 861 ©0.04% 0.005%
69 9.657 2678 2680 2682 rBV3 680 238 0.01% 0.001%
70 9.696 2689 2692 2697 rBvV 481 434 0.02% 0.002%
71  9.744 2702 2707 2709 rBV3 678 502 0.02% 0.003%
72 9.828 2729 2733 2741 rVB7 1348 1583 0.07% 0.008%
73 9.889 2750 2752 2754 rBv2 365 234 0.01% 0.001%
74 10.075 2808 2810 2815 rVB 560 437 0.02% 0.002%
75 10.101 2816 2818 2821 rVB2 365 204 0.01% ©0.001%
76 10.117 2821 2823 2826 rBV 312 235 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SOMVLM@32321WMA.M
Title : VOC Analysis
77 10.153 2832 2834 2839 rVB3 567 313 0.01% 0.002%
78 10.220 2844 2855 2876 rVV 688275 1084782 46.08% 5.804%
79 10.394 2899 2909 2917 rVB7 3827 6316 0.27% 0.034%
80 10.471 2931 2933 2937 rBV2 520 396 0.02% 0.002%
81 10.519 2946 2948 2951 rBV3 453 242 0.01% 0.001%
82 10.548 2951 2957 2963 rBV3 1947 2414 0.10% 0.013%
83 10.718 3008 3010 3013 rBV2 451 315 0.01% 0.002%
84 10.744 3016 3018 3021 rVV3 751 440 0.02% 0.002%
85 10.860 3052 3054 3055 rBV 712 293 0.01% 0.002%
86 11.159 3145 3147 3150 rBV4 759 536 ©0.02% 0.003%
87 11.255 3165 3177 3198 rBV 1203090 1847956 78.50% 9.887%
88 11.548 3266 3268 3272 rBV4 944 815 ©0.03% 0.004%
89 11.632 3282 3294 3315 rBV 1166319 1820785 77.34% 9.742%
90 12.072 3425 3431 3434 rBV2 723 819 0.03% 0.004%
91 12.355 3516 3519 3521 rBV4 1786 1265 ©0.05% 0.007%
92 12.413 3535 3537 3538 rBV 674 234 0.01% 0.001%
93 12.525 3570 3572 3576 rBV3 716 422 0.02% 0.002%
94 12.625 3600 3603 3604 rBV 608 320 0.01% 0.002%
95 12.657 3607 3613 3620 rVB7 4147 4881 0.21% 0.026%
96 12.773 3646 3649 3654 rBV4 1010 1046 0.04% 0.006%
97 12.812 3659 3661 3665 rBv2 803 693 0.03% 0.004%
98 13.278 3799 3806 3816 rVB7 3941 6623 0.28% 0.035%
99 14.300 4121 4124 4129 rBV4 1268 1170 0.05% 0.006%
100 16.670 4858 4861 4868 rVB 15114 9685 0.41% ©0.052%
Sum of corrected areas: 18689976
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32921\

: VWe20797.D

: 29 Mar 2021 12:05

: SY/MD

: M1816-11

: 5.0mL/MSVOA_V/WATER

: 8 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

1000000

800000

600000

400000

200000

0

TIC: VV020797.D\data.ms

5.050

5.622

6.072
4.352
3,889
77Q
o 4645478 5 530 5%§ 86
‘\H‘HH‘HH‘HH‘HH‘\T\‘F‘HH ‘ ‘\\ TrTy T T

2111

1.307
1571

3.044

2.362 .
2.6 m:{m
\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH"!—%\Z\‘HF\H Troirrrorrrprrt

A

Time-->
Abundance
1200000

1000000
800000
600000
400000
200000

0
Time-->

Abundance
1200000

1000000
800000
600000
400000

200000

o

Time-->

SOMVLMO32321WMA.M Wed Mar 31 05:56:29 2021

'—r‘hr“r—r ST T T

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

TIC: VV020797.D\data.ms

8.857 11.p55 11.632

7.320

10.220

8.092

6.992

7.625

<L) 0.1165iT

T
10.00

11.JJ‘ 12.0
S

—
11.50 12.00

A 7.5
: — T
7.50

.780

8.98.883
‘ T ‘ T 1T
8.00

8.50

3LOLAMREEAR 7IBB60 11.1
N

I S
9.00 9.50 10.50 11.00

TIC: VV020797.D\data.ms

16.670

.50 17.

12333 B260E1/3 B2 13.278

13.00

14.300
T T T ‘ T
14.50

‘ T
13.50

T T ‘ T T ‘ T T ‘ T T T T ‘ T
12.50 14.00 15.00 15.50 16.00 16 00 17.50

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Isopropyl Alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.362 3.05 ug/L 90183 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 86
3 Isopropyl Alcohol 60 C3H80 000067-63-0 83
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 43
Abundance Scan 411 (2.362 min): VV020797.D\data.ms (-383) (-) m/z 45.05 100.00%
45.0
5000
T
39, 0.1 2.00 2.20 2.40 2.60
O P e e e m/z 43.05 25.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropyl Alcoho
45.0
2.00 2.20 2.40 2.60
m/z 41.10 11.59%
27.0
19.0 39. 59.0
53.0
O \‘HH‘H\\iH\MH\\‘\1\1‘}\\\‘\\\}‘?}!} MH’\H\‘H\}‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropyl Alcoho
45.0
2.00 2.20 2.40 2.60
5000 m/z 39.20 6.86%
1?.0 27‘? 3%. 59.0
O trprrrr T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropy! Alcohol
45.0 2.00 2.20 2.40 2.60
m/z 42.00 6.16%
5000
27.0
19.0 ‘ 39.0‘ 590
O“HH‘H‘WH‘MH‘WM‘MM‘W‘mhlhl‘HW‘HW‘HH‘HW‘H‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.044 3.96 ug/L 116941 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 50
3 n-Hexane 86 C6H14 000110-54-3 50
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 43
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
Abundance Scan 623 (3.044 min): VV020797.D\data.ms (-611) (-) m/z 57.20 100.00%
57.2
41.1
5000
86.2 SN NSIEN U S U
| 71.1 ‘ 2.80 3.00 3.20 3.40
O e et e e m/z 41015 72.99%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 LA L L L I D BN B
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 63.59%
Il
O\\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0
43.0 \«w/\
e ARBAREEEE R
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.10 61.26%
86.0
15.0 71.0
0 "‘"H""m"":1""u,‘;"_Mwwhww‘m
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane R ARERmEERS TR
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.10  35.16%
29.0
5000
150 ‘ 86.0
71.0
0 2.0 ‘ \‘ ‘ \M

m/z--> 0 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

1 Iy A1
L L B R BN B
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05

Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic3.770 Concentration Rank 2

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

3.770 8.76 ug/L 259000 1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
3 Cyclohexane 84 C6H12 000110-82-7 83
4 Cyclohexane 84 C6H12 000110-82-7 80
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80

Abundance Scan 849 (3.770 min): VV020797.D\data.ms (-832) (-)
56.1

m/z 56.10 100.00%

69.1
AR o A
H | 84.1 3.40 3.60 3.80 4.00
0 “w“u“u“u“w“w‘hugﬂlM“mliuuuﬂj“_‘ m/z 69.10 52.80%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 LI L L L L L L L LI L I
3.40 3.60 3.80 4.00
m/z 41.10 50.11%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
R RARam R e
41.0 3.40 3.60 3.80 4.00
5000 ITI z 55.10 28.69%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ‘H“H“H“_“w“u“u“u et
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1457: Cyclohexane e
56.0 3.40 3.60 3.80 4.00
41.0 84.0 m/z 39.05 26.92%
5000
27.0
69.0
180 | ‘
‘ “ A I 11
0 m‘HH_HWm‘mwmwwmmm_m_‘ VEE e
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020797.D

Acqg On : 29 Mar 2021 12:05
Operator : SY/MD

Sample : M1816-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 2.362 3.0 ug/L 90183 1 5.622 1477470 50.0
(DEL) Alkane: S... 3.044 4.0 ug/L 116941 1 5.622 1477470 50.0
(DEL) Alkane: C... 3.770 8.8 ug/L 259000 1 5.622 1477470 50.0
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