LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVLMO60820WMA .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 1.315 63 70 81 rvB2 187155 187892 1.04% 0.442%
2 1.557 139 145 160 rvB2 115105 162175 0.89% 0.382%
3 2.119 310 320 334 rBVY3 410764 709106 3.91% 1.669%
4 2.290 364 373 394 rBV2 24751 69411 0.38% 0.163%
5 2.502 435 439 440 rBvV4 2856 1707 0.01% 0.004%
6 2.586 462 465 469 rBvV4 2087 1643 0.01% 0.004%
7 2.640 472 482 503 rVB 35851 92110 0.51% 0.217%
8 2.746 512 515 516 rBV3 2107 1234 0.01% 0.003%
9 2.846 544 546 549 rBV3 1176 701 0.00% 0.002%
10 2.865 549 552 556 rBV5 970 552 0.00% 0.001%
11 2.904 561 564 565 rBV3 1632 602 0.00% 0.001%
12 2.936 568 574 575 rBV5 1967 1919 0.01% 0.005%
13 3.000 592 594 598 rBV3 1492 772 0.00% 0.002%
14 3.045 605 608 610 rBV3 1081 839 0.00% 0.002%
15 3.103 624 626 629 rvB4 652 253 0.00% 0.001%
16 3.122 629 632 635 rVB5 2269 1044 0.01% 0.002%
17 3.145 636 639 640 rBV2 925 355 0.00% 0.001%
18 3.206 640 658 678 rBY 1809289 3788310 20.88% 8.914%
19 3.518 752 755 757 rBV5 1584 1039 0.01% 0.002%
20 3.540 760 762 763 rBV2 730 353 0.00% 0.001%
21 3.566 767 770 774 rVB6 1614 1003 0.01% 0.002%
22 3.589 774 777 778 rBV3 1453 776 0.00% 0.002%
23 3.727 817 820 824 rVB4 1741 1206 0.01% 0.003%
24 3.746 824 826 828 rBV3 712 505 0.00% 0.001%
25 3.897 862 873 901 rBV2 105025 373675 2.06% 0.879%
26 4.219 972 973 977 rBv4 1239 772 0.00% 0.002%
27 4.373 1006 1021 1043 rBvV 220180 529256 2.92% 1.245%
28 4.521 1065 1067 1069 rBv2 1095 459 0.00% 0.001%
29 4.534 1069 1071 1072 rBvV2 974 292 0.00% 0.001%
30 4.634 1079 1102 1134 rBVY 7287570 18139047 100.00% 42.683%
31 4.974 1206 1208 1209 rBv2 1667 629 0.00% 0.001%
32 5.068 1221 1237 1269 rBv2 512272 1341554 7.40% 3.157%
33 5.328 1313 1318 1319 rBv4 2333 1818 0.01% 0.004%
34 5.470 1358 1362 1365 rBV5 1724 1637 0.01% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVLMO60820WMA .M
Title : VOC Analysis

35 5.524 1376 1379 1381 rBV3 1664 968 0.01% 0.002%
36 5.537 1381 1383 1386 rBV3 1285 845 0.00% 0.002%
37 5.553 1386 1388 1390 rBV3 1268 721 0.00% 0.002%
38 5.640 1402 1415 1437 rBV 373796 749576 4._.13% 1.764%
39 5.794 1462 1463 1465 rBV2 766 297 0.00% 0.001%
40 5.807 1465 1467 1471 rVB4 1749 1284 0.01% 0.003%
41 5.827 1471 1473 1474 rBV2 1532 498 0.00% 0.001%
42 5.897 1493 1495 1496 rBV2 1010 444 0.00% 0.001%
43 5.929 1496 1505 1515 rBV7 13278 30575 0.17% 0.072%
44 6.013 1529 1531 1538 rVB7 1851 1489 0.01% 0.004%

45 6.093 1542 1556 1582 rBV 292838 598618 3.30% 1.409%

46 6.338 1617 1632 1655 rBV2 244064 514150 2.83% 1.210%

47 6.589 1704 1710 1718 rVB2 3217 4926 0.03% 0.012%
48 6.727 1750 1753 1754 rBV3 1150 631 0.00% 0.001%
49 6.958 1813 1825 1831 rBV2 27664 51569 0.28% 0.121%

50 7.007 1832 1840 1855 rVB 179901 317516 1.75% 0.747%

51 7.158 1875 1887 1904 rVB2 204960 393940 2.17% 0.927%
52 7.338 1930 1943 1959 rBvV 608624 1056346 5.82% 2.486%
53 7.640 2027 2037 2058 rBvV2 125136 219591 1.21% 0.517%
54 7.962 2124 2137 2139 rBV10 4498 8204 0.05% 0.019%
55 8.106 2172 2182 2210 rBV 329773 619539 3.42% 1.458%

56 8.347 2255 2257 2258 rBV2 1033 398 0.00% 0.001%
57 8.473 2292 2296 2299 rBV5 2555 2217 0.01% 0.005%
58 8.611 2336 2339 2341 rBv4 790 377 0.00% 0.001%
59 8.624 2341 2343 2344 rBV2 1321 557 0.00% 0.001%
60 8.736 2373 2378 2383 rBV7 2352 2048 0.01% 0.005%
61 8.778 2383 2391 2402 rBV5 10497 20984 0.12% 0.049%
62 8.871 2409 2420 2445 rBvV 576918 1047144 5.77% 2.464%
63 9.248 2528 2537 2547 rBV 3973 7501 0.04% 0.018%
64 9.334 2562 2564 2566 rBV3 2264 1233 0.01% 0.003%
65 9.431 2590 2594 2596 rBv4 1440 1127 0.01% 0.003%
66 9.447 2597 2599 2600 rBVvV2 698 253 0.00% 0.001%
67 9.518 2612 2621 2627 rBV2 3533 5481 0.03% 0.013%
68 9.659 2663 2665 2667 rBV3 1371 809 0.00% 0.002%
69 9.685 2671 2673 2675 rBV3 1532 876 0.00% 0.002%

70 9.749 2678 2693 2710 rBV 1945903 2948811 16.26% 6.939%
71 10.032 2774 2781 2793 rBV2 57383 88850 0.49% 0.209%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M

: VOC Analysis

72 10.238 2835 2845 2859 rBV 398549 611862 3.37% 1.440%
73 10.502 2915 2927 2941 rVB 3196987 5261363 29.01% 12.380%
74 11.270 3154 3166 3184 rBV 620920 972813 5.36% 2.289%
75 11.556 3243 3255 3269 rBv4 137858 235394 1.30% 0.554%

76 11.646 3272 3283 3302 rVB 703132 1132582 6.24% 2.665%
77 12.341 3491 3499 3511 rVB 86209 130702 0.72% 0.308%

78 12.968 3690 3694 3695 rBV2 2572 1673 0.01% 0.004%
79 13.157 3751 3753 3756 rBV3 1364 1015 0.01% 0.002%
80 13.238 3774 3778 3782 rBV4 3517 3230 0.02% 0.008%
81 13.286 3789 3793 3794 rBV3 2568 1553 0.01% 0.004%
82 13.460 3844 3847 3848 rBV3 759 391 0.00% 0.001%
83 13.469 3848 3850 3851 rBV2 1056 421 0.00% 0.001%
84 13.620 3890 3897 3902 rBV2 9334 14121 0.08% 0.033%
85 13.836 3960 3964 3965 rBV3 1401 813 0.00% 0.002%
86 13.900 3982 3984 3987 rBv4 1985 1207 0.01% 0.003%
87 13.929 3990 3993 3994 rBV3 2545 1170 0.01% 0.003%
88 14.013 4017 4019 4022 rVB3 978 407 0.00% 0.001%
89 14.032 4022 4025 4028 rBV5 1266 1024 0.01% 0.002%
90 14.103 4044 4047 4048 rBV3 2750 1551 0.01% 0.004%
91 14.379 4131 4133 4135 rBV3 1511 805 0.00% 0.002%
92 14.495 4167 4169 4171 rBV3 1233 663 0.00% 0.002%
93 14.572 4191 4193 4194 rBV2 1187 545 0.00% 0.001%
94 14.775 4254 4256 4257 rBV2 1296 443 0.00% 0.001%
95 14.797 4260 4263 4264 rBV3 1420 745 0.00% 0.002%
96 14.964 4310 4315 4316 rBV5 2853 2373 0.01% 0.006%
97 15.132 4364 4367 4371 rBV5 1943 1239 0.01% 0.003%
98 15.386 4443 4446 4449 rVB4 2440 1620 0.01% 0.004%
99 15.463 4468 4470 4472 rBV3 1299 758 0.00% 0.002%
Sum of corrected areas: 42497522
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
VV016879.D

12 Jun 2020 15:13

SY/MD

L2947-02

5.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 Isopropyl Alcohol Concentration Rank 9

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

2.29 4.63 ug/L 69411 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 50
3 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 50
4 2-Propanol. 1-chloro- 94 C3H7CIO 000127-00-4 50
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 40

Abundance Scan 373 (2.290 min): VV016879.D (-364) (-) m/z 45.00 100.00%
45
5000
59 2.00 220 2.40 2.60
o o S0 WS 144 207 Tn/z 43.00 24.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: 1sopropy! Alcohol
45
5000 Trrrrr T T T T T T T T T T

2.00 2.20 2.40 2.60
m/z 41.00 11.02%

HH |59
0 [
L B L B B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
e BB RE R e S E e
2.00 2.20 2.40 2.60
5000 m/z 39.00 10.51%
15 27
59
oLl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4443: 2-Pentanol, 4-methy!- St VA S Vil
45 200 220 240 260
m/z 44.00 5.29%
5000
69
ol 16 M i ST | 87 am
T T S L e o T B ey R E e RRRR BEs s L
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 2-Propanol, 2-methyl- Concentration Rank 8

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

2.64 6.14 ug/L 92110 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
2 3-Methvl-6-ethvl--2.4-dioxadecane 188 C11H2402 1000334-83-2 56
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 56
4 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 56
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 56

Abundance Scan 482 (2.640 min): VV016879.D (-472) (-) m/z 59.00 100.00%
5o
5000
41
a9 2.40 2.60 2.80 3.00
| I .|,|-|.?9--.|; UL A BN\ — m/z 41.00 22.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #859: 2-Propanol, 2-methyl-
59
5000 AR AR LA AR A
- 2.40 2.60 2.80 3.00
41 m/z 42.95 15.67%
oL 15 ‘ 150 ||
TN e S B B U B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
2.40 2.60 2.80 3.00
5000 m/z 39.00 11.00%
oL 15 29 43 1 899 113 158 141 157 173
miz--> 20 40 60 80 100 120 140 160 180
Abundance #858: 2-Propanol, 2-methyl-
59 2.40 2.60 2.80 3.00
m/z 57.00 10.55%
5000
31
15 ‘
0"'hl""wt"'i"?ql'"'I""I""I""I""
m/z--> 20 60 80 100 120 140 160 180 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 2(1H)-Pyrimidinone, 4-amino- Concentration Rank 3

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

6.34 34.30 ug/L 514150 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 64
2 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 64
3 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 50
4 2(1H)-Pvridinone. 5-hvdroxv- 111 C5H5NO02 005154-01-8 38
5 Bruceantin 548 C28H36011 041451-75-6 38

Abundance Scan 1633 (6.341 min): VV016879.D (-1617) (-) m/z 111.05 100.00%
141
5000 43 /\
55 67 SR RAREE SRR RSN B
7783 93 6.00 6.20 6.40 6.60
0...,....,....,..??','...‘.‘?..|..‘,31...|:',...-.,-.'...,'.'.'..,....,!...,. m/z 43.00 41.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111
5000 NSRS AR AR
6.00 6.20 6.40 6.60
s 6 m/z 54.95 16.43%
L s P s T % g
miz--> b 20 3% 40 50 60 70 8 0 100 1o 130
Abundance
111
600 620 640 660
5000 m/z 66.95 15.31%
28 4 69 83
ol 1218 34 50 56 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6051: 2-Aminopyrimidine-1-oxide

111 6.00 6.20 6.40 6.60
m/z 41.00 11.13%

5000
o 68 95
o “4 260 || 81 ‘
S A 1. L. NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

6.96 3.44 ug/L 51569 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 2.5-dimethvl- 112 C8H16 003404-78-2 86
2 3-Heptene. 2-methvl-. (E)- 112 C8H16 000692-96-6 80
3 2-Hexene. 2.5-dimethvl- 112 C8H16 003404-78-2 78
4 3-Hexene. 2.5-dimethvl-. (E)- 112 C8H16 000692-70-6 78
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 78

Abundance Scan 1826 (6.962 min): VV016879.D (-1813) (-) m/z 69.10 100.00%
60
41
5000
55 112
81 95 6.60 6.80 7.00 7.20
o...,....,....,...':|;."...,~:':”-.?.'2.~.|.|,|...'.',-....,..'..,....,l~...,...1.2,9.... m/z 41.10 58.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6717: 2-Hexene, 2,5-dimethyl-
69
41
5000
6.60 6.80 7.00 7.20
- 55 112 m/z 112.10 23.94%
0 "'I}ﬂ'l"'tu""hw'"“jjﬂ'?%”tl"'Z?'"'I"??I""I'”'I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
41 6.60 6.80 7.00 7.20
5000 m/z 55.00 19.60%
- 112
) 15 83 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6731: 2-Hexene, 2,5-dimethyl-
69 6.60 6.80 7.00 7.20
41 m/z 56.00 18.93%
5000
27 55 112
oo b i) weow [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 6 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 4

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

7.16 26.28 ug/L 393940 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 83
2 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
3 4-Piperidinone. 1l-methvl- 113 C6H11NO 001445-73-4 46
4 Furan, tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 42
5 4-Piperidinone, 1l-methyl- 113 C6H11NO 001445-73-4 40

Abundance Scan 1888 (7.161 min): V\V016879.D (-1875) (-) m/z 43.00 100.00%

43
113
70
5000 55
95

680 700 720 7.40

o..,....,....,..3‘?','!:..,....|,‘??..,....,E‘."]..,....,.1.9‘?,.:..,.1.2.‘?,... m/z 113.05  64.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
5000 L UL UL I B
5 70 113 6.80 7.00 7.20 7.40

m/z 70.05 52 .79%

15 95
"I'""I"""I""‘IH"'I""‘I""I'"'I8'1'3"I'""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43

6.80 7.00 7.20 7.40

o

5000 m/z 55.05 44 _82%
55 113
70 83
o 29 36 62 9 105 127
R L B B e e R N RRRRS Ra s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6944 4-Piperidinone, 1-methyl-
43 6.80 7.00 7.20 7.40
113 m/z 95.00 25.45%
5000 0
27
o 136, 62 82 91 98
R i B B L e T R B R AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 7 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 2

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

9.75 140.80 ug/L 2948810 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 90
2 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 78
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 64
4 2-Hvdroxv-2.4-dimethyl-3-pentanone 130 C7H1402 003212-67-7 59
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 42

Abundance Scan 2693 (9.749 min): VV016879.D (-2678) (-) m/z 59.05 100.00%
59
5000
41 69 T|rrrrrJrrorrrfrrrr|yprrrrm[|r
o7 115 9.40 9.60 9.80 10.00
o..,....,....,....,.|..‘.‘,9..|!|.,-....|i-...7.,9..5??,...|.,.?9.7,:.'..,....,....,....,.... m/z 40.95  24.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)- /L
59
5000 T T T T T T T T T T
9.40 9.60 9.80 10.00
m/z 43.00 19.29%
41 97
69
o1 3 a0 o | 15
mz> 10 2 30 4 0 60 75 80 00 150 110 130 130 140 150
Abundance
59
940 9.60 9.80 10.00
5000 m/z 55.05 18.98%
43
27
. 1 e 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #29640: 2-Octanol, 2,6—dimethy|— LA LA L L B L B
59 9.40 9.60 9.80 10.00
m/z 56.10 14 .38%
5000 /\h
41 69
0 3 oTs0p, | B 95 111 125 143
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 9'0 1(')0 110 12'0 1§0 14'10 1&'30 9. 40 9. 530 9. 80 10'00 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 8 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.03 4.24 ug/L 88850 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanemethanol. .alpha...a... 128 C8H160 001462-06-2 40
2 6-Methvlheptane-1.6-diol 146 C8H1802 005392-57-4 38
3 Ethane. (chloromethoxv)- 94 C3H7CIO 003188-13-4 35
4 2-Hvdroxv-2.4-dimethyl-3-pentanone 130 C7H1402 003212-67-7 32
5 2-(3,4-Dibromo-4-methylcyclohexy... 312 C10H18Br20 110202-13-6 25
Abundance Scan 2780 (10.029 min): VV016879.D (-2774) (-) m/z 58.95 100.00%
59
70
5000 43
95
sl | || o | owoow 3B 1000 100 1040,
OH'VHW'”w'“w“'WH“I““w“*%'“ﬁ“'v“'M“w'lw'HWH" m/z 70.10 67.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12650: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl-
59
5000
67 9.80 10.00 10.20 10.40
95 m/z 43.00 46 .45%
IR
0“%““|““w“ﬁ*“WmJl“Jw“wj“W”“L'“HHWH'W““v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
" 9.80 10.00 10.20 10.40
5000 43 m/z 55.00 40.53%
31
o 51 69 8 95 113 13
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2549: Ethane, (chloromethoxy)- T e
59 9.80 10.00 10.20 10.40
m/z 41.00 32.65%
5000
29
49
79
S e T - SN PR . S S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 9 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.50 270.42 ug/L 5261360 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 35
2 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 30
3 Pentane. 2-chloro-4-methvl- 120 C6H13ClI 025346-32-1 27
4 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 27
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 27
Abundance Scan 2927 (10.502 min): VV016879.D (-2915) (-) m/z 43.00 100.00%
43 69 127
109
84
5000
57
wll Ll L e | e s 10770 1040 10/60 1080
0“v'“VHWH'WL“VM'vHWhHNM“V“h'“4““vhJVHwh'WH“P' m/z 127.10 89.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109
127
5000 SR UL BN SULLR SR
5> 10.20 10.40 10.60 10.80
m/z 69.05 84.02%
0 43 | 60 68 8l 91 99
2> 10 20 3 45 %0 66 75 8o 90 100 140 156 130 130 120 160
Abundance
41 69
10.20 10.40 10.60 10.80
5000 m/z 109.10 64.87%
84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9320: Pentane, 2-chloro-4-methyl- T
69 10.20 10.40 10.60 10.80
m/z 84.10 53.84%
41 84
5000
|
0'W}?PJh””L”WNLN”W””PMW””P”W””P”W””P”W””P' RN SN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80

SOMVLMO60820WMA .M Mon Jun 15 12:57:43 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .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 10 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.56 12.10 ug/L 235394 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopropane. 1.1-dichloro-2-chl... 172 C5H7CI3 015997-19-0 16
2 1-Propene. 3.3.3-trichloro-2-met... 158 C4H5CI3 004749-27-3 12
3 1-Propene. 1.1.3-trichloro-2-met... 158 C4H5CI3 031702-33-7 12
4 2.2-Dichloroethvl ethvl carbonate 186 C5H8CI1203 1000373-78-3 12

5 Methyl 3,3-dichloropropenoate 154 C4H4CH1202 002257-46-7 12
Abundance Scan 3256 (11.559 min): VV016879.D (-3243) (-) m/z 122.90 100.00%
23
5000
159 T[rrrr|rrirryrrrr|yrrrrj|r
11.20 11.40 11.60 11.80
1415 |
o I A TR m/z 124.90  72.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39953: Cyclopropane, 1,1-dichloro-2-chloromethyl-2-methyl-
123
41
5000 76 LI L L L L L L L LB
65 87 11.20 11.40 11.60 11.80
51 m/z 96.90 49 .54%
96
ARSI 5 0 O 0 O A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
123
R R e R
87 11.20 11.40 11.60 11.80
5000 m/z 117.00 47 .95%
51 158
ol 15 27 39 61 73 96 109 132 143
I o o o o o e T e e e ST  m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29768: 1-Propene, 1,1,3-trichloro-2-methyl-
123 11.20 11.40 11.60 11.80
m/z 87.00 30.43%
87
5000
51 158
7 B [
o P O VR DT Ao - N N R WAV V-
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061220\
Data File : VV016879.D

Aca On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 11 3-Octanol, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.34 6.72 ug/L 130702 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 78
2 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 64
3 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 53
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 43
5 3-Dodecanol, 3,7,11-trimethyl- 228 C15H320 007278-65-1 43

Abundance Scan 3499 (12.341 min): VV016879.D (-3491) (-) m/z 73.05 100.00%

n

5000

12.00 12.20 12.40 12.60

0 m/z 55.00 54 _.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29654: 3-Octanol, 3,7-dimethyl-
73
55
5000 274]_ LI L T L o B

12.00 12.20 12.40 12.60
m/z 69.05  38.48%

111 129
\\W M ‘ ‘ %43157

13 I
ol-y . 2 N T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
12.00 12.20 12.40 12.60
5000 m/z 42.95 31.74%
55
29
129
oL 15 o6 111 7143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29656: 3-Octanol, 3,7-dimethyl-
73 12.00 12.20 12.40 12.60
m/z 41.00 30.59%
55
5000 41
111
140
0...W.U.J,MJN,AL‘ﬂlngf.ﬂ.l??”l...w...w........ e — e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV061220\
Data File : VV016879.D

Acq On : 12 Jun 2020 15:13

Operator : SY/MD

Sample : L2947-02

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.29 4.6 ug/L 69411 1 5.64 749576 50.0
2-Propanol, 2-met... 2.64 6.1 ug/L 92110 1 5.64 749576 50.0
2(1H)-Pyrimidinon. .. 6.34 34.3 ug/L 514150 1 5.64 749576 50.0
(DEL) Alkane: Str... 6.96 3.4 ug/L 51569 1 5.64 749576 50.0
Furan, tetrahydro... 7.16 26.3 ug/L 393940 1 5.64 749576 50.0
2-Hexanol, 2,5-di... 9.75 140.8 ug/L 2948810 2 8.87 1047140 50.0
unknown-01 10.03 4.2 ug/L 88850 2 8.87 1047140 50.0
unknown-02 10.50 270.4 ug/L 5261360 3 11.27 972813 50.0
unknown-03 11.56 12.1 ug/L 235394 3 11.27 972813 50.0
3-Octanol, 3,7-di... 12.34 6.7 ug/L 130702 3 11.27 972813 50.0
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