LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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

1.312 63 69 81 rvB2 166619 177632 0.97% 0.420%
1.557 139 145 159 rvB2 106701 146286 0.80% 0.346%
333 rBV3 404387 687537 3.75% 1.624%
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2.290 366 373 397 rvB2 22828 68197 0.37% 0.161%

2.569 456 460 462 rBV3 1721 1428 0.01% 0.003%
6 2.907 560 565 568 rBvV8 2040 1806 0.01% 0.004%
7 2.968 577 584 587 rBv8 1523 2011 0.01% 0.005%
8 3.023 599 601 603 rVvB3 1263 388 0.00% 0.001%
9 3.039 605 606 608 rBv2 1209 511 0.00% 0.001%
10 3.077 616 618 622 rVB4 1481 763 0.00% 0.002%
11 3.103 622 626 628 rBv4 2170 1110 0.01% 0.003%
12 3.113 628 629 630 rvB 601 116 0.00% 0.000%
13 3.126 630 633 635 rVvB3 1194 612 0.00% 0.001%
14 3.142 635 638 639 rBv3 975 486 0.00% 0.001%
15 3.151 639 641 642 rBvV2 2435 1173 0.01% 0.003%
16 3.206 642 658 678 rBY 1851885 3832606 20.92% 9.052%
17 3.595 777 779 782 rBv4 1818 902 0.00% 0.002%
18 3.759 828 830 832 rBv2 971 491 0.00% 0.001%
19 3.775 832 835 836 rBvV3 1516 854 0.00% 0.002%
20 3.897 863 873 901 rBV2 96644 349482 1.91% 0.825%
21 4.261 984 986 989 rBV3 1216 802 0.00% 0.002%
22 4.290 993 995 998 rBv4 1122 666 0.00% 0.002%

23 4_.373 1006 1021 1042 rBV 211723 503274 2.75% 1.189%
24 4.634 1079 1102 1132 rBV 7334900 18320182 100.00% 43.271%
25 5.068 1220 1237 1275 rBV2 491172 1323302 7.22% 3.126%

26 5.470 1359 1362 1365 rBv4 1183 791 0.00% 0.002%
27 5.486 1365 1367 1371 rBV5 994 644 0.00% 0.002%
28 5.560 1387 1390 1395 rVB7 1443 1349 0.01% 0.003%
29 5.585 1395 1398 1400 rBV3 905 416 0.00% 0.001%

30 5.640 1400 1415 1435 rBV 398368 798977 4_36% 1.887%

31 5.785 1457 1460 1463 rBV5 1158 789 0.00% 0.002%
32 6.093 1543 1556 1575 rBV 282903 565387 3.09% 1.335%
33 6.335 1617 1631 1649 rBvV 260386 524027 2.86% 1.238%
34 6.502 1681 1683 1686 rVB4 3283 1541 0.01% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 6.572 1700 1705 1706 rBV5 1229 929 0.01% 0.002%
36 6.775 1760 1768 1785 rBV2 25142 54543 0.30% 0.129%
37 6.900 1805 1807 1808 rBvV 1045 434 0.00% 0.001%
38 6.955 1817 1824 1831 rBV2 36193 60701 0.33% 0.143%

39 7.007 1833 1840 1861 rVB 170413 302867 1.65% 0.715%
40 7.158 1875 1887 1909 rvB2 207705 404693 2.21% 0.956%

41 7.338 1931 1943 1959 rBvV 592434 1023229 5.59% 2.417%

42 7.598 2020 2024 2027 rBv4 1682 1333 0.01% 0.003%
43 7.640 2027 2037 2055 rBvV2 123842 212830 1.16% 0.503%
44 7.923 2123 2125 2126 rBV2 859 351 0.00% 0.001%
45 8.071 2164 2171 2172 rBV7 1350 1183 0.01% 0.003%
46 8.106 2172 2182 2212 rVV 306887 577594 3.15% 1.364%
47 8.351 2255 2258 2261 rVB5 1915 1228 0.01% 0.003%
48 8.373 2262 2265 2269 rBV6 2759 2079 0.01% 0.005%
49 8.781 2384 2392 2406 rBv4 10220 19140 0.10% 0.045%
50 8.871 2410 2420 2446 rVV 604387 1078502 5.89% 2.547%
51 9.122 2495 2498 2500 rBv4 1944 1428 0.01% 0.003%
52 9.283 2546 2548 2554 rVB6 1247 1053 0.01% 0.002%
53 9.325 2558 2561 2564 rBV5 2422 1833 0.01% 0.004%
54 9.376 2575 2577 2581 rBV5 1188 747 0.00% 0.002%
55 9.418 2587 2590 2591 rBV3 1555 776 0.00% 0.002%
56 9.450 2598 2600 2602 rBV2 1636 1145 0.01% 0.003%
57 9.656 2659 2664 2668 rBV7 2298 1786 0.01% 0.004%
58 9.688 2672 2674 2676 rBV3 1656 936 0.01% 0.002%
59 9.749 2680 2693 2709 rBV 1902811 2886145 15.75% 6.817%
60 10.032 2774 2781 2798 rBV2 60153 98055 0.54% 0.232%

61 10.238 2836 2845 2857 rVB 374167 565479 3.09% 1.336%
62 10.502 2916 2927 2944 rVB 3164498 5194063 28.35% 12.268%

63 10.878 3041 3044 3048 rBv4 2805 2288 0.01% 0.005%
64 11.270 3155 3166 3184 rBV 656138 1030189 5.62% 2.433%
65 11.469 3223 3228 3229 rBV5 3223 2154 0.01% 0.005%

66 11.556 3244 3255 3270 rBV3 136707 231119 1.26% 0.546%
67 11.646 3272 3283 3302 rVB 685794 1124633 6.14% 2.656%
68 12.341 3491 3499 3510 rVB 81826 124041 0.68% 0.293%

69 13.154 3750 3752 3755 rBv4 1583 1104 0.01% 0.003%
70 13.704 3919 3923 3925 rBV3 2182 1472 0.01% 0.003%
71 13.874 3975 3976 3979 rBV3 1311 840 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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

72 14.032 4019 4025 4029 rBvV8 1773 1865 0.01% 0.004%
73 14.058 4029 4033 4035 rBV5 2213 1615 0.01% 0.004%
74 14.090 4041 4043 4044 rBvY 1217 484 0.00% 0.001%
75 14.357 4124 4126 4128 rBV3 1465 772 0.00% 0.002%
76 14.598 4198 4201 4204 rBvV4 2043 1492 0.01% 0.004%
77 15.067 4344 4347 4349 rBV3 1127 605 0.00% 0.001%
78 15.392 4446 4448 4449 rBV2 1613 694 0.00% 0.002%
79 15.900 4603 4606 4607 rBV3 2385 1365 0.01% 0.003%

Sum of corrected areas: 42338352
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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\VV061520\
VV016942.D

15 Jun 2020 18:15

SY/MD

L2947-01

5.0mL/MSVOA V/WATER

21 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\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 4.27 ug/L 68197 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 64
2 2.2-Dichloroethvl methvl ether 128 C3H6CI20 034862-07-2 50
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 50
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 40
5 2,4-Pentanediol 104 C5H1202 000625-69-4 40

Abundance Scan 373 (2.290 min): VV016942.D (-366) (-) m/z 45.00 100.00%
45
5000
59 2.00 2.20 2.40 2.60
0....,....,....,..3.(.3','!|:..,....',....,..7-.6.,??..,?.3..,....,....,..1.2.?...., m/z 43.00 21.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #294: 1sopropy! Alcohol
45
5000 IR LR IR R U
2.00 2.20 2.40 2.60
o 27 m/z 41.00 8.59%
| 1‘ ‘ ‘ | 35‘\‘\ 5\9
e R AR RN R RS RARES REARS AR AR RARAS RARAN SARAS RARAN SARRNSARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
200 220 240 260
5000 m/z 39.00 8.10%
L B P 52 61 7583 o 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #296: Isopropyl Alcohol L e
45 2.00 2.20 2.40 2.60
m/z 41.95 5.50%
5000
15 27
0""|'J“jl"JJN"ﬁﬁWL"|'"é?"'§?'"'l“"l""l"“l""|""|“"|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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(1H)-Pyrimidinone, 4-amino- Concentration Rank 3

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

6.33 32.79 ug/L 524027 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 72
2 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 59
3 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 50
4 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 42
5 2(1H)-Pyridinone, 5-hydroxy- 111 C5H5N02 005154-01-8 39

Abundance Scan 1630 (6.331 min): VV016942.D (-1617) (- m/z 111.05 100.00%
111
5000 43 j\
55 67 BENARAE SR AR AR
g3 93 6.00 6.20 6.40 6.60
o..,....,....,..3.6.|i|....,-.'.|..~,..~.|:~,.7.4.-.,~.'...,-.'.'.-.,....,!...,.1.2.‘?,.. m/z 43.00 43.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111
5000
6.00 6.20 6.40 6.60
5 A 6 m/z 55.00 16.11%
w s s
B R R RS LA LA RS AR RARSS RARAS BARAS RRARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
6.00 6.20 6.40 6.60
5000 m/z 67.10 16.03%
55
18 28 39 65 83 93
Oy T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6056: 2(1H)-Pyrimidinone, 4-amino- |
111 6.00 6.20 6.40 6.60
m/z 40.95 11.62%
5000
! 69
83
0"w'“l““ﬁ'“”mu“lfa|“Jw'“'w'“|ﬁ?WH'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

6.78 3.41 ug/L 54543 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 80
2 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 80
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 80
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 72
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 72

Abundance Scan 1770 (6.781 min): VV016942.D (-1760) (-) m/z 56.05 100.00%
56
5000 41
69 112
6.40 6.60 6.80 7.00 7.20
79 91
0 ...,....-|,-|.~.-~.'-',.~u]n..-',..-.~.,...|-.,....,....,....,....2,0.2.. m/z 41.00 49.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6715: 1-Hexene, 2,5-dimethyl-
56
5000 41
6.40 6.60 6.80 7.00 7.20
29 69 12 m/z 57.05 36.04%
0= }?l"j"‘ft"‘ |'“"'?% "91 T N P DN L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
6.40 6.60 6.80 7.00 7.20
5000 41 m/z 54.95 32.82%
29 69
112
14 84 o7
S L L S S L B L WL I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6728: 1-Hexene, 2,5-dimethyl-
56 6.40 6.60 6.80 7.00 7.20
m/z 38.95 22 .88%
5000 41
29
69
O J"'““" |'»"?%' ??I'%%?I SRR Y R S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 10

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

6.96 3.80 ug/L 60701 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 90
2 2-Hexene. 2.5-dimethvl- 112 C8H16 003404-78-2 90
3 2-Hexene. 2.5-dimethvl- 112 C8H16 003404-78-2 90
4 3-Hexene. 2.5-dimethvl-. (E)- 112 C8H16 000692-70-6 90
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 80

Abundance Scan 1826 (6.962 min): V\V016942.D (-1817) (-) m/z 69.05 100.00%
60
41
5000
112
55
6.60 6.80 7.00 7.20
77
o...,....,....,....|;.".f‘.7,.':|!'.,..-=|I!~...-.~,~.5.“‘?.,.9."L.3.,....i.'...,l.?‘.‘.,. m/z 41.05  66.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6732: 2-Hexene, 2,5-dimethyl-
69
41
5000
6.60 6.80 7.00 7.20
21 55 112 m/z 112.10 27.55%
| ‘m‘ e 97
o R S R RS SRS AR RARRA RS ALASS RN NARSS RARRN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
41
6.60 6.80 7.00 7.20
5000 m/z 39.00 19.44%
27 55 112
o 48 62 81 g9 97
RIS IR SRR IR IR SULRA UL I S L SR B SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6734: 2-Hexene, 2,5-dimethyl-
69 6.60 6.80 7.00 7.20
41 m/z 55.05 19.31%
5000
56 112
27
0 "'I'%?'I"J“I""“lh"l'J'MI"Jll"??l'éé'l"??l'"'I""I""I
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\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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-2,2,4,4-t... Concentration Rank 4

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

7.16 25.33 ug/L 404693 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
2 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 50
3 Ethosuximide 141 C7H11NO2 000077-67-8 47
4 Ethosuximide 141 C7H11NO2 000077-67-8 47
5 Propanone-1, 3-(4-methylpiperazi... 308 C20H24N20 053756-76-6 43

Abundance Scan 1888 (7.161 min): V\V016942.D (-1875) (-) m/z 43.00 100.00%

43
113
70
5000 55
95

680 700 720 7.40

obrere S5l el g2 L e 11310 62.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl-
43
5000 LA LN L B L L L L B B
55 113 6.80 7.00 7.20 7.40

70 83 m/z 70.10 53.99%

29
S o S SN R £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43

6.80 7.00 7.20 7.40

o

5000 - m/z 55.05 46 .36%
70 113
15 27 95
0 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18915: Ethosuximide
113 6.80 7.00 7.20 7.40
55 m/z 95.00 26.23%
70
5000
42
ol 15 \ 34“ , 77 8 o8 . 126 14
”,”.W.H.P.”,”.w.”.P.”,”.W.H.P.”,”.W.H.P.”,”.w.”., P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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.

9.75 133.80 ug/L 2886150 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): VV016942.D (-2680) (-) m/z 58.95 100.00%
59
5000
41 SRR SRR U
6? 2 97 115 188 9.40 9.60 9.80 10.00
o e 88 Tz 41.10 22.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59
5000 R SR R SRR
9.40 9.60 9.80 10.00
m/z 43.00 18.68%
69 97 115
0'}?I'”'Jh"ul”h'?¥"jl”'hl""ﬁ"'l""P"'
m/z--> 20 60 80 100 120 140 160 180
Abundance
59
940 9.60 9.80 10.00
5000 m/z 55.10 18.66%
43
27
. 71 g3 97 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29640: 2-Octanol, 2,6—dimethy|— LI L L I B L D LB B
59 940 960 980 1000

m/z 56.05 12 _.95%

5000
41 69
0 ‘\} \\ e 8? 95 111 125 143

m/z--> 20 60 80 100 120 140 160 180 9. 40 9.60 9. 80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 8
R.T. EstConc Area Relative to ISTD R.T.
10.03 4_.55 ug/L 98055 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 32
2 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 25
3 Butanamide 87 C4H9NO 000541-35-5 25
4 2-Decanol. methvl ether 172 C11H240 1000333-83-9 25
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 25
Abundance Scan 2780 (10.029 min): VV016942.D (-2774) (-) m/z 59.00 100.00%
50
70
5000 43
95 D B .
35” 51 Ll 79 110 125 o9 9.80 10.00 10.20 10.40
o) SRS 1 7 AN O PR A N S I m/z 70.10 61.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #28295: 7-Octen-2-ol, 2,6-dimethyl-
59
5000
9.80 10.00 10.20 10.40
41 m/z 43.00 45 .83%
0 O s & % % 09 128 11 15
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
43 " '9.80 10.00 10.20 10.40
5000 m/z 55.10 36.97%
31
0 15 51 70 89 99 117 133
LR AR RS AR RAARN RRRS RARRS RLRRN RRRRS AR LARAN LRSS RARANARSE KRN RARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1866: Butanamide T e
59 9.80 10.00 10.20 10.40
m/z 41.10 32.96%
5000
27
72
0"'P'}ﬁ"”I'?ﬁl'”'P"W"”I'”'I”g?P"W"”I'”'I”'W"”I'”'I”"I RIS UL SN SN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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.
10.50 252.09 ug/L 5194060 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 3.7-Nonadien-2-one. 8-methvl-. (E)- 152 C10H160 035408-14-1 35
3 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 30
4 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 27
5 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16 006976-27-8 27
Abundance Scan 2927 (10.502 min): VV016942.D (-2916) (-) m/z 43.00 100.00%
43 69 127
109
84
5000
55
o7 141 10.20 10.40 10.60 10.80
0 .,....,....|,!=~..,.':Mr,...'.;'.‘.7..7,'.'.'..,...':,....:...1.1,9.'..!,....,'....,1.“.3?‘.,.. m/z 127.05 90.03%
m/z--> 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 RN SN B
5> 10.20 10.40 10.60 10.80
m/z 69.05 84 .58Y%
o 43 6068 8l o1 g9 | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
a1 10.20 10.40 10.60 10.80
5000 84 m/z 109.05 65.04%
94
o 53 77 109 137 152
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1506: 1-Butene, 3,3—dimethy|— LI L L L L N B
1 69 10.20 10.40 10.60 10.80
m/z 84.10 53.94%
5000
84
0'I”L““”hh”fmﬂI”“k””I””I”“I””I“”I””I””I””I“”I” RN SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 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 11.22 ug/L 231119 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 3.3-dichloropropenoate 154 C4H4C1202 002257-46-7 25
2 2-FluorophenviImethvlcarbinol 140 C8H9FO 000445-26-1 16
3 1-Propene. 1.1.3-trichloro-2-met... 158 C4H5CI3 031702-33-7 16
4 1-Propene. 3.3.3-trichloro-2-met... 158 C4H5CI3 004749-27-3 16
5 2-Propanol, 1,3-dibromo- 216 C3H6Br20 000096-21-9 12
Abundance Scan 3256 (11.559 min): VV016942.D (-3244) (-) m/z 122.90 100.00%
3
5000
161 I i G
11.20 11.40 11.60 11.80
o 134 135 181 m/z 124.90 74.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27159: Methy! 3,3-dichloropropenoate
123
5000 UL B SUM S
11.20 11.40 11.60 11.80
60 m/z 117.05 49.14%
95 154
| | 136
0"'l'"w'"um“"|"'M""Hl”'|"J“""|'”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
125
97 11.20 11.40 11.60 11.80
5000 m/z 97.00 42 .56%
4 140
43
ol 15 29 53 62 87 109
miz--> 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 51.00 32.05%
87
5000
51 158
27 39 ‘ 1
o .1.5| e -“.“- A, .ﬁ“. .7.‘3‘.‘ | L, '9'7| IJT??I | P\EI.?ZI]I-"r?I . .H“‘. RN
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80

SOMVLMO60820WMA .M Tue Jun 16 14:55:34 2020

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV061520\
Data File : VV016942.D

Aca On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO60820WMA .M
Quant Title : 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 11 3-Octanol, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.34 6.02 ug/L 124041 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 64
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 64
3 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 59
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 47
5 3-Dodecanol, 3,7,11-trimethyl- 228 C15H320 007278-65-1 47
Abundance Scan 3499 (12.341 min): VV016942.D (-3491) (-) m/z 73.00 100.00%
73
5000 55
43
111 129140 12.00 12.20 12.40 12.60
4
0 s 27 hz 55.00  48.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29656: 3-Octanol, 3,7-dimethyl-
73
55
5000
41 12.00 12.20 12.40 12.60
11 m/z 69.10 44 _73%
29 4 129140
o N O 1 o A ot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
55 12.00 12.20 12.40 12.60
5000 - 43 m/z 42.95 34.62%
111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73 12.00 12.20 12.40 12.60
m/z 70.00 29.20%
5000
o9 43 55
129
0 15 M\ “M u‘m M‘w 4 96 1]\-1 ‘ 1743
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VV061520\
Data File : VV016942.D

Acq On 15 Jun 2020 18:15

Operator : SY/MD

Sample : L2947-01

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 21 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 4.3 ug/L 68197 1 5.64 798977 50.0
2(1H)-Pyrimidinon. .. 6.33 32.8 ug/L 524027 1 5.64 798977 50.0
(DEL) Alkane: Str... 6.78 3.4 ug/L 54543 1 5.64 798977 50.0
(DEL) Alkane: Str... 6.96 3.8 ug/L 60701 1 5.64 798977 50.0
Furan, tetrahydro... 7.16 25.3 ug/L 404693 1 5.64 798977 50.0
2-Hexanol, 2,5-di... 9.75 133.8 ug/L 2886150 2 8.87 1078500 50.0
unknown-01 10.03 4.5 ug/L 98055 2 8.87 1078500 50.0
unknown-02 10.50 252.1 ug/L 5194060 3 11.27 1030190 50.0
unknown-03 11.56 11.2 ug/L 231119 3 11.27 1030190 50.0
3-Octanol, 3,7-di... 12.34 6.0 ug/L 124041 3 11.27 1030190 50.0
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