LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 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\SOMVLMO30620WMA .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 61 70 81 rBv 147765 167297 1.27% 0.160%
2 1.393 86 94 110 rBV 88984 132311 1.00% 0.126%
3 1.579 143 152 166 rvVB 113038 139953 1.06% 0.133%
4 2.116 306 319 330 rBV2 351383 663878 5.03% 0.633%
5 2.193 330 343 408 rVB 2045907 5433192 41.15% 5.182%
6 2.454 415 424 442 rVwV 31480 62597 0.47% 0.060%
7 2.975 571 586 619 rBV 572712 1257457 9.52% 1.199%
8 3.724 800 819 866 rBY 3189503 8399268 63.62% 8.011%
9 3.917 868 879 903 rVB2 89578 280552 2.13% 0.268%
10 4.376 1004 1022 1045 rBvV 214835 523354 3.96% 0.499%

11 5.074 1213 1239 1252 rBV2 519045 1371196 10.39% 1.308%
12 5.643 1401 1416 1439 rBV 451527 913579 6.92% 0.871%
13 6.003 1514 1528 1543 rBV3 32848 117312 0.89% 0.112%
14 6.093 1544 1556 1582 rvv2 298775 638863 4._.84% 0.609%
15 6.309 1613 1623 1639 rBvV2 34022 66538 0.50% 0.063%

16 7.007 1824 1840 1860 rBV 162262 291439 2.21% 0.278%
17 7.251 1903 1916 1932 rBV 182254 345863 2.62% 0.330%
18 7.338 1932 1943 1955 rBvV 646935 1065335 8.07% 1.016%
19 7.547 1997 2008 2022 rVB4 43057 93666 0.71% 0.089%
20 7.643 2027 2038 2055 rBvV 114395 195457 1.48% 0.186%

21 8.103 2166 2181 2198 rBV2 2820131 4886019 37.01% 4._.660%
22 8.277 2221 2235 2259 rBV 927961 1669748 12.65% 1.592%
23 8.871 2399 2420 2440 rBV3 937725 1938869 14.69% 1.849%
24 9.151 2487 2507 2508 rBV6 101431 204919 1.55% 0.195%
25 9.222 2522 2529 2538 rVB 77916 107439 0.81% 0.102%

26 9.347 2557 2568 2579 rBVvV2 72655 120138 0.91% 0.115%

27 9.405 2579 2586 2603 rVB 33247 66423 0.50% 0.063%
28 9.566 2626 2636 2645 rBV 150472 240684 1.82% 0.230%
29 9.617 2646 2652 2664 rVB 35149 53905 0.41% 0.051%
30 9.723 2678 2685 2699 rVB3 32528 56967 0.43% 0.054%
31 9.826 2707 2717 2744 rVB4 101998 214032 1.62% 0.204%
32 9.945 2744 2754 2767 rBV5 44802 81023 0.61% 0.077%
33 10.039 2773 2783 2795 rBV2 55091 96066 0.73% 0.092%

34 10.238 2833 2845 2857 rVB 449589 690617 5.23% 0.659%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 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\SOMVLMO30620WMA .M
VOC Analysis

35 10.357 2870 2882 2899 rBV6 178226 422888 3.20% 0.403%

36 10.466 2901 2916 2926 rVV3 107519 293470 2.22% 0.280%
37 10.527 2926 2935 2939 rVV 279418 423830 3.21% 0.404%
38 10.559 2940 2945 2961 rVB 320071 456445 3.46% 0.435%
39 10.714 2984 2993 2998 rBV 99799 145541 1.10% 0.139%
40 10.756 2998 3006 3023 rVB 445462 737895 5.59% 0.704%

41 10.932 3051 3061 3077 rVB 817664 1231371 9.33% 1.174%
42 11.055 3079 3099 3108 rBVv4 261928 592988 4._.49% 0.566%
43 11.103 3109 3114 3127 rVB2 76628 117824 0.89% 0.112%
44 11.167 3128 3134 3141 rBV2 64575 82055 0.62% 0.078%
45 11.215 3141 3149 3152 rBY 85722 121931 0.92% 0.116%

46 11.267 3157 3165 3177 rVB 808894 1293293 9.80% 1.233%
47 11.357 3178 3193 3204 rVB 872052 1391185 10.54% 1.327%
48 11.460 3206 3225 3234 rBV2 218150 418290 3.17% 0.399%
49 11.518 3234 3243 3246 rBVY 709860 979021 7.42% 0.934%
50 11.547 3246 3252 3273 rVB 1615154 2599899 19.69% 2.480%

51 11.646 3273 3283 3298 rVB2 783254 1521369 11.52% 1.451%
52 11.727 3298 3308 3315 rBV 504908 804914 6.10% 0.768%
53 11.765 3316 3320 3330 rVB2 151770 203881 1.54% 0.194%
54 11.839 3330 3343 3361 rBV2 442523 903945 6.85% 0.862%
55 11.942 3361 3375 3396 rBV 7906223 13201848 100.00% 12.591%

56 12.042 3397 3406 3423 rVB4 403418 877739 6.65% 0.837%
57 12.135 3425 3435 3439 rBvV 116002 181666 1.38% 0.173%
58 12.247 3463 3470 3475 rBV3 82397 118012 0.89% 0.113%
59 12.283 3476 3481 3485 rBV2 41241 49729 0.38% 0.047%
60 12.334 3490 3497 3511 rVB2 270956 439916 3.33% 0.420%

61 12.431 3512 3527 3533 rBV2 207109 433890 3.29% 0.414%
62 12.482 3533 3543 3557 rVB2 2914320 4424934 33.52% 4._.220%
63 12.572 3557 3571 3587 rBV 2098825 3438819 26.05% 3.280%
64 12.733 3612 3621 3632 rVB5 90246 212601 1.61% 0.203%
65 12.801 3632 3642 3653 rVv4 789970 1285959 9.74% 1.226%

66 12.858 3653 3660 3666 rvve 170250 288583 2.19% 0.275%
67 12.900 3666 3673 3683 rVV3 523771 1021695 7.74% 0.974%
68 12.955 3683 3690 3700 rVB 679076 1011991 7.67% 0.965%
69 13.067 3717 3725 3735 rBV 188646 289652 2.19% 0.276%
70 13.138 3736 3747 3755 rBV5 141467 263360 1.99% 0.251%

71 13.196 3756 3765 3773 rBV 268616 410582 3.11% 0.392%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 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\SOMVLMO30620WMA .M

: VOC Analysis

72 13.286 3782 3793 3803 rVB5 409607 782636 5.93% 0.746%
73 13.437 3820 3840 3857 rBV 6740901 11514921 87.22% 10.982%
74 13.521 3858 3866 3877 rVB 899956 1356625 10.28% 1.294%
75 13.643 3887 3904 3919 rBV5 704416 1895994 14 .36% 1.808%

76 13.768 3934 3943 3953 rVB3 526153 860127 6.52% 0.820%
77 13.829 3953 3962 3977 rVB5 1042281 2078960 15.75% 1.983%
78 13.903 3978 3985 3990 rBV4 139734 200255 1.52% 0.191%
79 13.984 4000 4010 4019 rBV3 458798 765761 5.80% 0.730%
80 14.038 4020 4027 4037 rVB4 227081 404060 3.06% 0.385%

81 14.096 4037 4045 4056 rBV3 290733 549931 4_.17% 0.524%
82 14.157 4058 4064 4073 rVvV 367554 553630 4._.19% 0.528%
83 14.215 4073 4082 4099 rVV3 1088363 1933878 14.65% 1.844%
84 14.292 4099 4106 4122 rVB4 284732 473281 3.58% 0.451%
85 14.402 4132 4140 4149 rBvV 354353 517270 3.92% 0.493%

86 14.653 4202 4218 4228 rVB2 690253 1475884 11.18% 1.408%
87 14.781 4247 4258 4265 rBV2 155575 261655 1.98% 0.250%
88 14.839 4265 4276 4287 rBV2 946643 1787710 13.54% 1.705%
89 15.003 4320 4327 4344 rVB 79360 156816 1.19% 0.150%
90 15.093 4346 4355 4361 rBvV 142692 241585 1.83% 0.230%

91 15.189 4377 4385 4395 rBvV 72912 134877 1.02% 0.129%
92 15.244 4396 4402 4423 rVB3 74638 178129 1.35% 0.170%
93 15.431 4452 4460 4472 rVB7 49215 91717 0.69% 0.087%
94 15.572 4497 4504 4510 rBV 60676 86917 0.66% 0.083%
95 15.685 4531 4539 4548 rBV 137369 223525 1.69% 0.213%

96 15.829 4565 4584 4591 rBV 302247 512971 3.89% 0.489%
97 15.868 4591 4596 4611 rVB2 140561 221593 1.68% 0.211%

98 15.951 4613 4622 4637 rVB5 27287 55027 0.42% 0.052%
99 16.058 4639 4655 4666 rBV 73127 166079 1.26% 0.158%
100 16.202 4691 4700 4711 rBV2 55234 90940 0.69% 0.087%

Sum of corrected areas: 104851721
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .M

VOC Analysis

TIC Library
TIC Integration Parameters:

C:\DATABASENNIST11.L

LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000
1.

ASZ‘BQ 1.58

TIC: VV014821.D

3.72
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3.92

Time-->

T T
1.50 3.50 4.00
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7000000

6000000

5000000

4000000

3000000

2000000

1000000
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TIC: VV014821.D
11

8.10

11.55

8.28 8.87 10.93 11147361 /g4, ?

jL . /L 9&92935,19/@627@833504 Alé/)‘ﬁ J\l}@MM&A , Jmogz

Time-->

L T
50 9. OO 9. 50 10. OO 10 50 11. OO 12.00
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7000000

6000000

5000000
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2000000

1000000
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11. 50
TIC: VV014821.D

13.44

14.22 §4 a4

15450091945.45 87 é@ﬁ@@o&s 20

14.6!

Time-->

I
17 00 17. 50

15. 50 16 00 16.50

14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Acetaldehyde Concentration Rank 54

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

1.39 7.24 ug/L 132311 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 64
2 Acetaldehvde 44 C2H40 000075-07-0 64
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 93 (1.389 min): VV014821.D (-86) (-) m/z 44.00 100.00%
a4
5000
e e R B
120 1.40 160 1.80
S— A1 1 N .- — m/z 42.95 55_16%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #72: Acetaldehyde
29
44
5000 '|/¥fjk'| I
15 120 1.40 160 1.80
m/z 42.00 19.63%
||| 24.'I|| 1 s
LR SRR SN SRR FURLELEL UL FURLELL L SURLLL IR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #71: Acetaldehyde
29 a4
120 1.40 160 1.80
5000 5 m/z 40.95 8.00%
”'I'”'I?ﬁ'l'”'l'”'I'”'I'”'I'”'I'”'I'”'I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #75: Ethylene oxide
29 120 1.40 160 1.80
a4 m/z 44.95 2.78%
15
5000
”'I”J'I?ﬁwi'”'lw“'l'”'I'”'I'”' TTTT T ATI'”'I"'W""I'
m/z--> 10 20 30 40 50 60 70 80 90 120 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 2 Propanal, 2-methyl- Concentration Rank 11

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

2.97 68.82 ug/L 1257460 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
2 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 90
4 Isobutvlene epoxide 72 C4H80 000558-30-5 64
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 53

Abundance Scan 585 (2.971 min): VV014821.D (-571) (-) m/z 42.95 100.00%
43
72
5000
39
R
2.60 2.80 3.00 3.20 3.40
3 5053 57 69 84
'W““P“W““P“W““v“wﬁhb SRR AR AR AR AR AN LA SR BRSO m/z 41.00 84.90%
m/z--> 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90
Abundance #685: Propanal, 2-methyl- /\
43
72
5000 LA NS SRS LR
27 39 260 280 3.00 3.0 3.40
m/z 72.00 57.27%
15 24,31 36/, 50585/ 69
miz-> 5 1015 30 25 3 95 40 45 2 55 80 o8 10 75 8 5 %
Abundance #688: Propanal, 2-methyl-
43
2.60 2.80 3.00 3.20 3.40
5000 27 72 m/z 39.00 30.17%
39
2124,|,131 36| |||, 505357 69 |,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #690: Propanal, 2-methyl-
43 2.60 2.80 3.00 3.20 3.40
m/z 42.00 10.61%
72
5000 27
39
121518 24 /|31 36| |||, 505357
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Butanal Concentration Rank 2

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

3.72 459.69 ug/L 8399270 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 83
4 Butanal 72 C4H80 000123-72-8 74
5 Ethene, ethoxy- 72 C4H80 000109-92-2 58

Abundance Scan 818 (3.720 min): VV014821.D (-800) (-) m/z 44.00 100.00%
A4 -
5000 39
57
T
3.40 3.60 3.80 4.00
...,....,....,...-!',I = JDVPS NN | P £ AN S m/z 43.00 92.06%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #647: Butanal
4
72
5000 29 39
57 3.40 3.60 3.80 4.00
m/z 40.95 79 .54%
T %é' |'2§!!| ""!II "'59"“ UM I S S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #646: Butanal
27 44
72 3.40 3.60 3.80 4.00
5000 39 m/z 72.00 79.10%
15 57
T w"zp" "|3'2"‘Hl "'59" w'l "6§'|‘“" USSR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #648: Butanal
44 3.40 3.60 3.80 4.00
m/z 39.00 39.95%
27 72
5000
39 57
"'I'”'I"hl?q“ml"FR"LI”"““”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 1-Butanol Concentration Rank 58

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

6.00 6.42 ug/L 117312 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 78
2 1-Butanol 74 C4H100 000071-36-3 72
3 1-Butanol 74 C4H100 000071-36-3 64
4 1-Butanol 74 C4H100 000071-36-3 56
5 1-Butanol 74 C4H100 000071-36-3 47

Abundance Scan 1527 (6.000 min): VV014821.D (-1514) (-) m/z 56.00 100.00%
56
41
5000
560 5.80 6.00 6.20 6.40
il 72 80 a4 2T Tm/z 40.95  63.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #833: 1-Butanol
31
56
3
5000 NSRRI NREBESARBERRERE R
560 5.80 6.00 6.20 6.40
m/z 42.95 46 .71%
fl | 73
m/z--> 25 40 65 85 160 150 150 1éo 1§0 260
Abundance #832: 1-Butanol
31 56
3 560 5.80 6.00 6.20 6.40
5000 m/z 42.00 29.83%
15
”'”\LJNIL"I”?%I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #839: 1-Butanol
31 56 560 5.80 6.00 6.20 6.40
m/z 55.00 19.71%
3
5000
"'I”"I 'MI”?%I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 60 80 100 120 140 160 180 200 560 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 5 Pentanal Concentration Rank 66

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

6.31 3.64 ug/L 66538 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 78
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 78
4 Pentanal 86 C5H100 000110-62-3 78
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 40

Abundance Scan 1623 (6.309 min): V\V014821.D (-1613) (-) m/z 44.00 100.00%
4
5000 58 wwPJ\WW/\\\WWMMM
e e e
3 | 50 6.00 620 640 6.60
L S0 68 TL 86 W4 T 58 00 44.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1704: Pentanal
4
29
5000
58 6.00 6.20 6.40 6.60
m/z 41.00 42 _.11%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1703: Pentanal
44
6.00 6.20 6.40 6.60
5000 29 58 m/z 57.00 33.57%
"W'”'P'”I”'W'"P'”I”'j%”'P?ﬁP'” [rrrr T
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance #1743: Butanal, 3-methyl-
44 6.00 6.20 6.40 6.60
58 m/z 43.00 25.21%
5000
71
\ #| s ] e ‘ 8
m/z--> 10 20 30 40 50 eb 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\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 3-Penten-2-one, 4-methyl- Concentration Rank 17

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

8.28 43.06 ug/L 1669750 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 2236 (8.280 min): V\V014821.D (-2221) (-) m/z 83.00 100.00%
fs'e]
5000 98
43
A
8.00 8.20 8.40 8.60
..,....,....,...3?|i':..‘.‘?'.|.:.?1..‘?7.,...7?,.:..?1....-,.1.0?.,.. m/z 55.00 78.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3246: 3-Penten-2-one, 4-methyl-
56 fsie]
5000 43
29 98 8.00 8.20 8.40 8.60
‘ m/z 98.00 45 _.31%
.|.‘ 3T.|| 4$I| | 61 67 77 | 89 L
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3231: 3-Penten-2-one, 4-methyl-
55 83
o8 800 820 840 8.60
5000 43 m/z 43.00 34 .39%
29
15 \‘ 3ﬂ\ 49,11, 65 71 77
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3169: 3-Hexen-2-one
83 8.00 8.20 8.40 8.60
55 m/z 39.00 22.69%
5000 43
98
29
2] 3| a9 68 7 | o |
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Pentanal, 2,3-dimethyl- Concentration Rank 72

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

9.22 2.77 ug/L 107439 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal. 2.3-dimethvl- 114 C7H140 032749-94-3 58
2 Hexanal. 2-methvl- 114 C7H140 000925-54-2 50
3 Cvclohex-2-enone. 3-(2-dimethvla... 258 C16H22N20 1000304-41-3 45
4 Pentanal. 2.3-dimethvl- 114 C7H140 032749-94-3 42
5 Acetone, 1-[4-(dimethylaminoetho... 221 C13H19NO2 086608-11-9 39

Abundance Scan 2528 (9.219 min): VV014821.D (-2522) (-) m/z 58.00 100.00%
58
43
5000
125
72 g5 8.80 9.00 9.20 9.40 9.60
el 20T | M/Z 43.00  73.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7541: Pentanal, 2,3-dimethyl-
58
43
5000
29 8.80 9.00 9.20 9.40 9.60
m/z 41.05 35.14%
15 A 72 8F 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7462: Hexanal, 2-methyl-
58
43
8.80 9.00 9.20 9.40 9.60
5000 m/z 57.00 27 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109241: Cyclohex-2-enone, 3-(2-dimethylaminoethylamino)-5...
58 8.80 9.00 9.20 9.40 9.60
m/z 55.10 14.92%
5000
42 | 71 gg9103 128141156170 187200213228 _ 258
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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-01 Concentration Rank 71

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

9.35 3.10 ug/L 120138 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol 116 C7H160 000589-55-9 38
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 35
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 32
4 4-Heptanol 116 C7H160 000589-55-9 32
5 1-Propanol, 2-methyl-2-nitro- 119 C4H9NO3 000076-39-1 32

Abundance Scan 2569 (9.350 min): VV014821.D (-2557) (-) m/z 55.00 100.00%
56 73
43
5000
127
a4 109 9.00 9.20 9.40 9.60
..,....,....,....|~,!!'..,.-.!|.|,.‘?“?~.|,'!:..,~.':..,..9.6.,....-,....,....,... m/z 73.00 87.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8316: 4-Heptanol
56
73
5000 43 9.00 9.20 9.40 9.60
o7 m/z 43.00 58.43%
”I””I”'W”'LLhW'JhP””ﬁ:“P'“I“gﬁ“'W”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8354: 3-Hexanol, 2-methyl-
56 73
43 9.00 9.20 9.40 9.60
5000 7 m/z 56.00 30.39%
el L83 te1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8355: 3-Hexanol, 2-methyl-
56 73 9.00 9.20 9.40 9.60
m/z 40.95 27 .81%
5000 43
27
15 7l y 65 | 83 97 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.00 920 9.40 960
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 Heptanal Concentration Rank 61

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

9.83 5.52 ug/L 214032 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 81
3 Heptanal 114 C7H140 000111-71-7 80
4 _+/-_.-trans-2-Cvclohexene-1.4-diol 114 C6H1002 041513-32-0 43
5 Azocine, octahydro- 113 C7H15N 001121-92-2 42

Abundance Scan 2718 (9.830 min): V\V014821.D (-2707) (-) m/z 70.00 100.00%
41 70
55
5000
81
| | 63 ||| | | 9|6 13 9.60 9.80 10.00 10.20
e perrrprrre el SRl 228 Thzz 41,00 88.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7421 Heptanal
41 70
55
5000 29 LI R RN LN B
81 9.60 9.80 10.00 10.20
‘ 96 m/z 43.00 79 .04%
"|'%?'|"“|""l |"ﬁ”|||§?|| !'“I"h'l""P"'I%%%'I"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7425: Heptanal
4 70
55 " '9.60 9.80 10.00 10.20
5000 29 m/z 43.95 76 .66%
s Lol Jedl T me
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7424:Heptana| TT T T[T T T T [ TT T T[T T T [TTT
44 9.60 9.80 10.00 10.20
70 m/z 55.00 75.31%
29 55
5000
o
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 11 2-Propanol, 1-butoxy- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.36 16.35 ug/L 422888 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-butoxv- 132 C7H1602 005131-66-8 53
2 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 50
3 4-Octanone. 5-hvdroxv-3.6-dimethvl- 172 C10H2002 062759-47-1 43
4 1-Propanol. 2-(1-methvlethoxv)- 118 C6H1402 003944-37-4 38
5 Hexane, 1-(methoxymethoxy)- 146 C8H1802 066675-06-7 27
Abundance Scan 2883 (10.360 min): \V\V014821.D (-2870) (-) m/z 57.10 100.00%
P U
5000 87
69 97
34)' || | 79‘| L M2 10.00 10.20 10.40 10.60
e prerrprrrr et sl Wl L 2P Tm/z 45.00  82.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14431: 2-Propanol, 1-butoxy-
46 57
5000
29 87 10.00 10.20 10.40 10.60
m/z 41.00 74 _.61%
1|8 || 3 N II|| .7|5 1M 101 117 131
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4467: 3,3-Dimethylbutane-2-ol
45 57
10.00 10,20 10.40 10.60
5000 m/z 43.00 59.98%
29 69 87
15 \“ 3L ‘ 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39563: 4-Octanone, 5-hydroxy-3,6-dimethyl- S T e
45 10.00 10.20 10.40 10.60
m/z 55.00 58.73%
57
5000 87
69
31
| e [, or 116
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 10.00 10.20 10.40 10.60 '
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 12 Benzene, l-ethyl-3-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.47 11.35 ug/L 293470 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
Abundance Scan 2917 (10.469 min): W014821.D(—290$) ) m/z 105.00 100.00%
105
5000
120
91
43 5158 65 /7 10.20 10.40 10.60 10.80
e e e 8 b B 12 L 77 120,00 31.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.20 10.40 10.60 10.80
oL m/z 91.00 13.05%
18 27 9 Slsg 5 4
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
10.20 10.40 10.60 10.80
5000 m/z 76.95 10.62%
120
39 77 91
S O i N SN0 L N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-

10.20 10.40 10.60 10.80
m/z 106.00 8.75%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 13 Hexanal, 2-ethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.53 16.39 ug/L 423830 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 91
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 91
3 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 91
4 Butanamine. N-cvclohexvImethvl-1... 211 C14H29N 1000271-47-8 53
5 1,3-Cyclobutanediol, 2,2,4,4-tet... 144 C8H1602 003010-96-6 50
Abundance Scan 2936 (10.531 min): V\V014821.D (-2926) (-) m/z 57.00 100.00%
57 7’
5000 a
10.20 10.40 10.60 10.80
85
SN 5 P O < A & [« N N (N oy 2= £ 0o =T B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12457: Hexanal, 2-ethyl-
57 70
5000 43 USRNSSR SUNLRR SRR
10.20 10.40 10.60 10.80
29 m/z 41.00 36.38%
15 LIl 50 ||, 65 85 100 110 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance #12456: Hexanal, 2-ethyl-
57 7’
10.20 10.40 10.60 10.80
5000 23 m/z 43.00 33.67%
29
“ A, 1l 65, 85 100 110 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance #12454: Hexanal, Z-Ethyl- LA L L B B N N B |
57 72 10.20 10.40 10.60 10.80
m/z 55.00 14 .38%
5000 a
29
15 1| ||| soll e | 8 91 100 110 128
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 14 Benzene, 1,2,3-trimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
10.56 17.65 ug/L 456445 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 2945 (10.559 min): VV014821.D (-2940)d)(-) m/z 105.00 100.00%
105
5000 120

7 91 10.20 10.40 10.60 10.80
39 51 65 ) ) )
e 2898l WAl Tn/7 120,05 50.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.20 10.40 10.60 10.80
77 m/z 119.05 12.94%
39 91
15 27 88 8 | 9 ) |
R B e o b R RN a s R Ea s SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
SIS & V" 1S -
120 10.20 10.40 10.60 10.80
5000 m/z 77.00 11.76%
27 3\9 5\1‘ 58 §§ 7\?\ i i i
R R e o R AR N R R RN e R R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-

10.20 10.40 10.60 10.80

m/z 91.00 10.21%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.20 10.40 10.60 10.80

SOMVLMO30620WMA .M Fri Mar 20 06:52:57 2020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 15 4-Heptanone, 2,6-dimethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
10.71 5.63 ug/L 145541 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 90
2 Hexanoic acid. 2-oxo-. methvl ester 144 C7H1203 006395-83-1 53
3 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 50
4 3-Buten-2-ol. 2.3-dimethvl- 100 C6H120 010473-13-9 50
5 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 50
Abundance Scan 2992 (10.711 min): VV014821.D (-2984) (-) m/z 57.05 100.00%
g7 85
5000
41
12 10.40 10.60 10.80 11.00
69 127 . . . .
...,....,....,....,....|,!|...,..': el OO b m/z 84.95 88.64%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
g7
85
5000
41 10.40 10.60 10.80 11.00
2 m/z 41.00 34 .33%
29 127 M
15 (| 6977 | 100109 :
m/z--> 6&%&&%&%%%mmm@@@
Abundance #20677: Hexanoic acid, 2-oxo-, methyl ester
57
41 AU IR
85 10.40 10.60 10.80 11.00
5000 m/z 58.00 25.06%
8L | 49 (|65 74 | 102112 144
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57 85 10.40 10.60 10.80 11.00
m/z 142_.10 18.35%
5000 41
29
15 142
2 | H Jao | %77 | 100109 127
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 16 Benzene, l-ethyl-2-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.76 28.53 ug/L 737895 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3007 (10.759 min): VV014821.D (-2998) (-) m/z 105.00 100.00%
105
5000
120
91
39 51 65 10.40 10.60 10.80 11.00
e 2t bl e S8 L B L 128 Ts77120.10  30.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00

m/z 77.00 11.77%
15 27 39 Slsg 6 . i L .
R o i R R o B B B e B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 91.00 11.57%
120
27 39 51 65 7 91
S YR O N O - N - - Y NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 10.40 10.60 10.80 11.00
0
120 m/z 79.00 9.28%
5000
7
15 27 39 5lsges g% o5 i
T T T T T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 18 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.05 22.93 ug/L 592988 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 50
2 2.4.4-Trimethvl-1-pentanol 130 C8H180 016325-63-6 43
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 40
4 2.4.4-Trimethvl-1-pentanol 130 C8H180 016325-63-6 37
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 37
Abundance Scan 3098 (11.051 min): V\V014821.D (-3079) (-) m/z 57.10 100.00%
57
43 )
5000
T ™ 1080 11100 1120 1140
97 ) ) ) )
SN | - .-.|'-: . ,|.|'. L 209 125 138 168 sz 43.00 53.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13758: 1-Pentanol, 2-ethyl-4-methyl-
g7
41
5000
27 10.80 11.00 11.20 11.40
s 83 m/z 56.05 37.39%
18 97 112
m/z--> 20 40 60 80 100 120 140 160
Abundance #13734: 2,4,4-Trimethyl-1-pentanol
g7
' 10.80 11,00 11.20 11.40
5000 m/z 41.00 35.76%
41 o7
29
15 \‘\ \“ \7‘3 83 115
miz--> 20 40 60 80 100 120 140 160
Abundance #13755: 1-Pentanol, 2-ethyl-4-methyl-
57 10.80 11.00 11.20 11.40
m/z 55.00 29.06%
5000 43
29 69 83
...1‘.5,.H‘. .‘i‘.‘..‘.‘,..“. T ,‘l T .9.‘7‘, T .11.2. T 220 R e
m/z--> 20 40 60 80 100 120 140 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 19 unknown-02 Concentration Rank 65

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

11.10 4_.56 ug/L 117824 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlpropvl)- 134 C10H14 000135-98-8 38
2 Benzene. (l1-methvlproovl)- 134 C10H14 000135-98-8 38
3 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 30
4 Benzene. 1l-methvl-2-propvl- 134 C10H14 001074-17-5 30

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 30

Abundance Scan 3113 (11.100 min): V\V014821.D (-3109) (-) m/z 105.00 100.00%
69 105
5000 a7
43
55 o6 | 1151255 154 168 10.80 11.00 11.20 11.40
m/z 69.05 84.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14848: Benzene, (1-methylpropyl)-
105
5000
10.80 11.00 11.20 11.40
91 134 m/z 87.00 39.16%
15 27 39 51 65 7|7 | g 119
L i e e e e e e o A e N HLA o o e o
m/z--> 20 40 80 100 120 140 160
Abundance #14852: Benzene, (1-methylpropyl)-
105
10.80 11.00 11.20 11.40
5000 m/z 43.00 26.77%
134
91
27 39 51 7
....,.‘.‘..‘,‘..“..,(?5...“,..‘..,‘a..%llg....,....,....
m/z--> 20 40 80 100 120 140 160
Abundance #15344: Benzeneacetaldehyde, 4-methyl-
105 10.80 11.00 11.20 11.40
m/z 41.00 16.59%
5000
134
29 39 51 63 “ ‘
R SN i Nowe |
m/z--> 20 100 120 140 160 10.80 11.00 11.20 11.40

SOMVLMO30620WMA .M Fri Mar 20 06:53:01 2020

Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 20 Octanal Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
11.17 3.17 ug/L 82055 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 59
2 Octanal 128 C8H160 000124-13-0 59
3 Octanal 128 C8H160 000124-13-0 58
4 Octanal 128 C8H160 000124-13-0 43
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 38
Abundance Scan 3135 (11.170 min): V\V014821.D (-3128) (-) m/z 43.00 100.00%
B 56 84
5000 69
100 110
10.80 11.00 11.20 11.40
SN |..,-.'!.:,..:.,”...- ] " .| e 20 Tm/z 44.00  92.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12420: Octanal
48
56
84
5000 29 A P B B
10. 80 11. oo 11.20 11.40
100 m/z 41.00 92.14%
110
"v%?w"'h"'k "'4'!"J”“ "M'L'g'h'l”"I”"I”%?ﬁ"'P"W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12423: Octanal
48
- 56 10.80 11.00 11.20 11.40
5000 84 m/z 56.10 82.44%
69
100 110
AR AR RS AR ”””ﬁN”WMMPLJ””L”W”Qﬁ”ﬁ””W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12422: Octanal
a1 57 10.80 11.00 11.20 11.40
m/z 84.10 81.74%
84
5000 29
100
110
'W}?P”W””P”W””P' H '””P”W””P”W“”P”W”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 21 o-Cymene Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
11.22 4.71 ug/L 121931 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 o-Cvmene 134 C10H14 000527-84-4 94
3 p-Cvmene 134 C10H14 000099-87-6 94
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 3150 (11.219 min): VV014821.D (-3141) (-) m/z 119.00 100.00%
119
5000
o1 134
45 59 77 103 11.00 11.20 11.40 11.60
SN ¥ NY NN .-.F??,.'..'.~,....~,|:-. sl SR L 148 h777134.05 26 66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
5000
11.00 11.20 11.40 11.60
o1 134 m/z 90.95 23.20%
z s & 7|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene

11.00 11.20 11.40 11.60
m/z 117.00 14.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

11.00 11.20 11.40 11.60
m/z 120.00 10.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 23 1H-1,2,4-Triazole, 3-(2-met... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

11.46 16.17 ug/L 418290 1,4-Dichlorobenzene-d4 11.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole. 3-(2-methvlpr... 125 C6H11N3 040515-29-5 59
2 3-Methvl-2-butenoic acid. cvclob... 154 C9H1402 1000282-89-1 58
3 3-Methvlbut-2-enoic acid. 4-nitr... 221 C11H11NO4 1000307-59-8 42
4 3-Aminopvrazole 83 C3H5N3 001820-80-0 42
5 1,5-Heptadien-4-one, 3,3,6-trime... 152 C10H160 000546-49-6 42
Abundance Scan 3225 (11.460 min): V\V014821.D (-3206) (-) m/z 83.00 100.00%

83
5000
55 . N
39 125 11.20 11.40 11.60 11.80
98 140
bt e AT L0 184 Thz7 55,00 23.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10784: 1H-1,2,4-Triazole, 3-(2-methylpropyl)-
83
5000 T ""l"/¥¥Tﬁ" YT

11.20 11.40 11.60 11.80

m/z 125.10 10.12%

110
27 4 55 9% | 125
SN SN M) SRS A MR UNS—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27716: 3-Methyl-2-butenoic acid, cyclobutyl ester
83
e
11.20 11.40 11.60 11.80
5000 m/z 39.00 8.77%
55
29 39 67 100 126 137 154
T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #78002: 3-Methylbut-2-enoic acid, 4-nitrophenyl ester
83 11.20 11.40 11.60 11.80
m/z 41.05 7.61%
5000
55
29 39 63 109 139
R L R B B e AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 24 (DEL) Alkane: Cyclicll.52 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.52 37.85 ug/L 979021 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. ethvl- 84 C6H12 004806-61-5 47
2 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 40
3 n-Pentanol. 3-methvl-5-Tl-cvcloa... 143 C8H17NO 1000251-59-9 28
4 Nonane. 5-methvlene- 140 C10H20 006795-79-5 28
5 3,3,4,4-Tetramethyl-cyclopentanone 140 C9H160 056077-22-6 25
Abundance Scan 3244 (11.521 min): VV014821.D (-3234) (-) m/z 56.00 100.00%
56
5000
& 69 e
85 143 11.20 11.40 11.60 11.80
.,....,....',|~|.'..'|-|,..|~'=.,:'...|,.198.~.|,.1?8..,'...1?7.1.7.1., m/z 57.05 44.14%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1471: Cyclobutane, ethyl-
56
41
5000
11.20 11.40 11.60 11.80
27 o m/z 41.00 22.45%
1 1|5 il il 814.
miz--> 0 20 40 60 80 100 120 140 160
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56
11.20 11.40 11.60 11.80
5000 41 m/z 97.10 21.08%
70
ALy, 8 101 118
miz--> 0 20 40 60 80 100 120 140 160
Abundance #20357: n-Pentanol, 3-methyl-5-[1-cycloazapropyl]-
56 11.20 11.40 11.60 11.80
m/z 55.00 20.08%
5000 42 ]\
71 98
112 126
L R S ‘l""“"l8‘4""‘|"l T "Tﬁ3"'|' T "|""|"467ﬁ"'|""|
m/z--> 0 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 25 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 100.52 ug/L 2599900 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 56
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 43
Abundance Scan 3253 (11.550 min): VV014821.D (-3246) (-) m/z 57.10 100.00%
57
5000
41 70 83
98 117 11.20 11.40 11.60 11.80
0..,....,....,....',!..‘f?.-.|..-,....',....,:!..,...!,.1.(.)‘.3,.-..':,.1.?§,1.3.f‘.,....1,??.., m/z 41.00 32.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
g7
5000
43 11.20 11.40 11.60 11.80
29 ‘ 70 83 m/z 43.00 30.60%
98
”I"%ﬁ"JL"'ﬁ!"'P'"II”"f”"IJ”'I'”!I"”%}?”I"”I'"W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13668: 2-Propyl-1-pentanol
57
11.20 11.40 11.60 11.80
5000 a1 m/z 70.10 26 .80%
- 70
83
"P%?W"LM'”JIL"P'L“"”t“”'Im"P'?ﬁ"”ﬁ%?”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13662: 2-Propyl-1-pentanol
57 11.20 11.40 11.60 11.80
m/z 83.10 25.03%
5000
41 70
29 83 g5
"P%?W"”I'”'I'”'I”"P"W"”I'”'I”"P"ﬁ%?”l”"P"W"”I'”'I AR AR RARAN RARARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 26 unknown-03 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.73 31.12 ug/L 804914 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 32
2 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 32
3 2.4-Dimethvlpentan-3-vl (E)-2-me... 198 C12H2202 1000373-75-5 17
4 1-Pentanol. 2.3-dimethvl- 116 C7H160 010143-23-4 12
5 4(1H)-Pyridinone, tetrahydro-1,3... 141 C8H15NO 1000318-97-5 9
Abundance Scan 3309 (11.730 min): VV014821.D (-3298) (-) m/z 83.00 100.00%
g3
43
5000
56 141
e
70 98 11.40 11.60 11.80 12.00
108 124 156 m/z 43.00 72.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1284: 1H-1,2,4-Triazole, 3-methyl-
83
42
5000
56 11.40 11.60 11.80 12.00
7 m/z 141.05 39.96%
15 75
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1280: 1-Methyl-1H-1,2,4-triazole
83
- 11,40 1160 11.80 12.00
5000 56 m/z 56.05 33.45%
.
A A AL SRR R RS A AAARS SR LALLM AR LA AARA LAMAS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #59621: 2,4-Dimethylpentan-3-y! (E)-2-methylbut-2-enoate
83 11.40 11.60 11.80 12.00
m/z 84.95 24 .06%
5000
55
2 4 | g | P 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 27 Benzene, 1,4-diethyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.88 ug/L 203881 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 90
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 87
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 86
Abundance Scan 3321 (11.768 min): V\V014821.D (-3316) (-) m/z 105.00 100.00%
105 119
5000 134
91
s 11.40 11.60 11.80 12.00
3 4 e 90 Tm/z 119.10  93.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14840: Benzene, 1,4-diethyl-
105 119
91
5000
134 11.40 11.60 11.80 12.00
% 51 g | m/z 134.10  50.04%
27
15 . .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14839: Benzene, 1,3-diethyl-
105 119
11.40 11.60 11.80 12.00
5000 134 m/z 91.00 33.04%
91
77
39
..1.5|.2‘.7..‘l‘.ﬁfl.ﬁﬁ..“l..‘..lm..‘.‘l...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119 11.40 11.60 11.80 12.00
m/z 117.00 22 .44%
5000 134
91
i
Ly Lyl L 1 [ !
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 28 Benzene, 1l-methyl-2-propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.84 34.95 ug/L 903945 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-propvl- 134 C10H14 001074-17-5 93
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 93
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 76
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 76
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 76
Abundance Scan 3343 (11.839 min): V\V014821.D (-3330) (-) m/z 105.00 100.00%
105
5000
134
41 55 65 7 91 115 11.60 11.80 12.00 12.20
S TN P | VIO N N i | ol 182 Tm/z 134.10  23.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
5000
11.60 11.80 12.00 12.20
134 m/z 77.00 10.80%
15 27 39 51 65 ff S | 119
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
11.60 11.80 12.00 12.20
5000 m/z 109.05 9.75%
134
15 27 39 51 65 [ jus |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14848: Benzene, (1-methylpropyl)-
105 11.60 11.80 12.00 12.20
m/z 106.10 9.37%
5000
ST 134
15 27 39 S 65 | | ) 119
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20

SOMVLMO30620WMA .M Fri Mar 20 06:53:08 2020 Page: 29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 29 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.94 510.40 ug/L 13201800 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 96
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 86
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
Abundance Scan 3374 (11.939 min): VV014821.D (-3361) (-) m/z 83.00 100.00%
g3
5000 69
55
41 140 AN
N PRI SUNIL UL I
97 11 12° 11.60 11.80 12.00 12.20
167 207 m/z 69.00 47.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
5000 69 I DRI SRS U S B
41 55 11.60 11.80 12.00 12.20

m/z 55.00 33.96%

140
125
21 97 112
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83
69 11.60 11.80 12.00 12.20
5000 m/z 56.00 30.98%
55
4 140
29 ‘ 125
I R R N . -~ N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83 11.60 11.80 12.00 12.20
m/z 41.00 24 .12%
69
5000 41 55
27
140
15 125
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 31 Indan, l1-methyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
12.13 7.02 ug/L 181666 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 87
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
Abundance Scan 3433 (12.129 min): VV014821.D (-3425) (-) m/z 117.00 100.00%
117
5000
132
91

11.80 12.00 12.20 12.40

39 51 63 77 102 143
et el 283 156 077 114,95 29.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-
117
5000
132 11.80 12.00 12.20 12.40
o1 m/z 132.10 27.09%
27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117
11.80 12.00 12.20 12.40
5000 132 m/z 91.00 14.19%
91
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 11.80 12.00 12.20 12.40
m/z 118.10 10.48%
5000 132
51 7 ot ‘
39 63
.w.%?.P.%?P..JP...ﬂ.u.vhh.P.J:,”.n,”..lﬂ%. | Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 32 3-Hexene, 1-(1-methoxyethox... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
12.25 4_.56 ug/L 118012 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 1-(l1-methoxvethoxv)-. ... 158 C9H1802 054340-97-5 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 47
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 43
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 42
5 3,3-Dimethylglutaric acid 160 C7H1204 004839-46-7 40
Abundance Scan 3471 (12.251 min): VV014821.D (-3463) (-) m/z 59.00 100.00%
50
5000
69 83
o1 19 149 12.00 12.20 12.40 12.60
142 : : : :
SN | 133 o 154 m/z 43.00 42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30293: 3-Hexene, 1-(1-methoxyethoxy)-, (E)-
509
5000
a3 12.00 12.20 12.40 12.60
41 67 m/z 83.00 36.82%
15 |||, 0 Y I 4 114 126 143
mz-> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8344 3-Hexanol, 4-methyl-
50
' 12.00 12:20 12.40 12,60
5000 41 m/z 58.00 35.44%
31
69 87
s | lall | T w
mz-> 10 20 30 4'0 50 60 70 80 90 100 110 130 130 140 150 160
Abundance #3834: 4-Methoxy-1-pentene
50 12.00 12.20 12.40 12.60
m/z 55.00 32.10%
5000
M 69 8
0 i gt e A A TS 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 34 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.43 16.77 ug/L 433890 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
Abundance Scan 3527 (12.431 min): VV014821.D (-3512) (-) m/z 119.00 100.00%
119
5000 134
65 77 o1 12.20 12.40 12.60 12.80
39 51 103 : : : :
..,....,....,....',~....,-....,.-.'..,...'=~,....,|....,.'.~..,..'.':l....,.'.'..,l.“.:?.l,“??..,. m/z 134.10 50.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.20 12.40 12.60 12.80
o1 m/z 91.00 15.81%
15 27 % 8165 77 | 105 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

12.20 12.40 12.60 12.80
m/z 133.00 10.26%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

12.20 12.40 12.60 12.80
m/z 120.05 9.22%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 35 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.48 171.07 ug/L 4424930 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
2 Cvclopentane. (1.1-dimethvlethvl)- 126 C9H18 003875-52-3 38
3 Cvclopentanamine 85 C5H11N 001003-03-8 37
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 32
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 32
Abundance Scan 3542 (12.479 min): VV014821.D (-3533) (-) m/z 56.05 100.00%
96
5000
69
T ‘ 85 19 12.20 12.40 12.60 12.80
157 : : : :
O el P98 L1148 197 185106007 | 5T 00 43, 470
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
596
41
5000
12.20 12.40 12.60 12.80
73 m/z 69.10 30.93%
, 95 113 128
m/z--> 25 Jo eb éo 100 150 150 1éo 1éo 260
Abundance #11613: Cyclopentane, (1,1-dimethylethyl)-
56
12.20 12.40 12.60 12.80
5000 m/z 41.00 22.88%
41 69
29 111
"'I""I"'I""F?"??"" 1'2'6"|""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1571 Cyclopentanamine S B B B B B
56 12.20 12.40 12.60 12.80
m/z 55.00 21.50%
5000
30
43 85
'}?P¢M'N”"Iﬁi'l"”l"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 36 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.57 132.95 ug/L 3438820 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanediamine 114 C6H14N2 000694-83-7 36
2 trans-1.2-Cvclohexanediamine 114 C6H14N2 001121-22-8 36
3 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 32
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 25
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 17
Abundance Scan 3570 (12.569 min): VV014821.D (-3557) (-) m/z 56.10 100.00%
56
5000 97
41
131143 12.20 12.40 12.60 12.80
185 : : : :
,....,....',|...'-',..||.|.,:'...,..1.1.4,..|..,'....1,6.3...,....,2]97.. m/z 57.05  38.28%
miz--> 0 20 40 60 100 120 140 160 180 200
Abundance #7345. 1,2-Cyclohexanediamine
56
5000 97
30 12.20 12.40 12.60 12.80
114 m/z 97.10 37.63%
82
18 1,
mz> b2 40 6 oo 100 130 140 180 180 o
Abundance #7368: trans-1,2-Cyclohexanediamine
43 5B
69
28 12.20 12.40 12.60 12.80
5000 97 m/z 55.00 31.96%
M ‘ 82 114
|”'ij'ﬂh'” 'w'l”'lP'JW"”I'”'I”"P"W"”
miz--> 0 20 60 80 100 120 140 160 180 200
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56 12.20 12.40 12.60 12.80
m/z 71.00 26.17%
5000 41
70
L, & 101 118
m/z--> c') 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 38 (DEL) Alkane: Cyclicl2.80 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.80 49.72 ug/L 1285960 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. propvl- 112 C8H16 002040-96-2 42
2 trans-3.4-DimethvIl-2-hexene 112 C8H16 019550-82-4 35
3 3-Ethvilcvclopentanone 112 C7H120 010264-55-8 30
4 Cvclopentanone. 3-butvl- 140 C9H160 057283-81-5 30
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 25
Abundance Scan 3642 (12.801 min): VV014821.D (-3632) (-) m/z 69.00 100.00%
41
111 125
5000 140
12.40 12.60 12.80 13.00 13.20
m/z 55.00 98.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6693: Cyclopentane, propyl-
41 69
56
5000
83 12.40 12.60 12.80 13.00 13.20
27 112 m/z 83.00 86.26%
15 J 97
m/z--> 20 40 60 80 100 120 140 160
Abundance #6751 trans-3,4-Dimethyl-2-hexene
55 83
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.00 71.32%
41
. . 112
LTI Y1 O T NN
m/z--> 20 40 60 80 100 120 140 160
Abundance #6501: 3-Ethylcyclopentanone B B e e
55 83 12.40 12.60 12.80 13.00 13.20
m/z 111.05 57 .15%
41
5000 27 112
70
ECHN Y YT P A A
m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.74 ug/L 200255 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecene. 5-methvl- 168 C12H24 074630-38-9 37
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 32
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 32
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 27
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 25
Abundance Scan 3984 (13.900 min): V\V014821.D (-3978) (-) m/z 56.10 100.00%
56
5000 69
41
13.60 13.80 14.00 14.20
182
o N R N 1e7 199 m/z 69.00 47.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36783: 1-Undecene, 5-methyl-
96
5000 69
29 83 13.60 13.80 14.00 14.20
11 m/z 71.00 43.52%
98 | 126
L 140 168
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
13.60 13.80 14.00 14.20
5000 m/z 55.05 43.07%
71
29
UM UL S '|%? '}?q' L AR AL UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56 13.60 13.80 14.00 14.20
m/z 57.05 40.15%
5000
29 71
UM UL S '|%? '}?q' LS AL AL UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv031020\
Data File : VV014821.D

Aca On : 10 Mar 2020 23:05

Operator : SY/MD

Sample : L1840-17

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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 56 (DEL) Alkane: Cyclicl4.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.22 74.77 ug/L 1933880 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 40
2 Cvclooctane. ethvl- 140 C10H20 013152-02-8 27
3 Neopentvl alvcol 104 C5H1202 000126-30-7 25
4 Cvclohexane. l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 25
5 Undecanol-4 172 C11H240 004272-06-4 25

Abundance Scan 4083 (14.218 min): VV014821.D (-4073) (-) m/z 56.10 100.00%

56
69

5000 41

14.00 14.20 14.40 14.60
m/z 55.00 84.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 83
14.00 14.20 14.40 14.60
m/z 69.05 82.25%
Ul e
I A B o o  ARANEREESREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17970: Cyclooctane, ethyl-
69
111 14.00 14.20 14.40 14.60
5000 55 m/z 73.05 79.50%
41
28 83 0
T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4756: Neopenty! glycol A e e e e AR
56 14.00 14.20 14.40 14.60
m/z 41.00 38.77%
73
5000
\‘ | | 8 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031020\
Data File : VV014821.D

Acq On : 10 Mar 2020 23:05

Operator : SY/MD

Sample - L1840-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO30620WMA .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]
Acetaldehyde 1.39 7.2 ug/L 132311 1 5.64 913579 50.0
Propanal, 2-methyl- 2.97 68.8 ug/L 1257460 1 5.64 913579 50.0
Butanal 3.72 459.7 ug/L 8399270 1 5.64 913579 50.0
1-Butanol 6.00 6.4 ug/L 117312 1 5.64 913579 50.0
Pentanal 6.31 3.6 ug/L 66538 1 5.64 913579 50.0
3-Penten-2-one, 4... 8.28 43.1 ug/L 1669750 2 8.87 1938870 50.0
Pentanal, 2,3-dim... 9.22 2.8 ug/L 107439 2 8.87 1938870 50.0
unknown-01 9.35 3.1 ug/L 120138 2 8.87 1938870 50.0
Heptanal 9.83 5.5 ug/L 214032 2 8.87 1938870 50.0
2-Propanol, 1-but... 10.36 16.4 ug/L 422888 3 11.27 1293290 50.0
Benzene, l-ethyl-_.. 10.47 11.4 ug/L 293470 3 11.27 1293290 50.0
Hexanal, 2-ethyl- 10.53 16.4 ug/L 423830 3 11.27 1293290 50.0
Benzene, 1,2,3-tr... 10.56 17.6 ug/L 456445 3 11.27 1293290 50.0
4-Heptanone, 2,6-... 10.71 5.6 ug/L 145541 3 11.27 1293290 50.0
Benzene, l-ethyl-_... 10.76 28.5 ug/L 737895 3 11.27 1293290 50.0
1-Pentanol, 2-eth... 11.05 22.9 ug/L 592988 3 11.27 1293290 50.0
unknown-02 11.10 4.6 ug/L 117824 3 11.27 1293290 50.0
Octanal 11.17 3.2 ug/L 82055 3 11.27 1293290 50.0
o-Cymene 11.22 4.7 ug/L 121931 3 11.27 1293290 50.0
1H-1,2,4-Triazole... 11.46 16.2 ug/L 418290 3 11.27 1293290 50.0
(DEL) Alkane: Cyc... 11.52 37.9 ug/L 979021 3 11.27 1293290 50.0
1-Hexanol, 2-ethyl- 11.55 100.5 ug/L 2599900 3 11.27 1293290 50.0
unknown-03 11.73 31.1 ug/L 804914 3 11.27 1293290 50.0
Benzene, 1,4-diet... 11.77 7.9 ug/L 203881 3 11.27 1293290 50.0
Benzene, 1l-methyl... 11.84 35.0 ug/L 903945 3 11.27 1293290 50.0
Cyclohexanone, 3,... 11.94 510.4 ug/L 13201800 3 11.27 1293290 50.0
Indan, 1-methyl- 12.13 7.0 ug/L 181666 3 11.27 1293290 50.0
3-Hexene, 1-(1-me... 12.25 4.6 ug/L 118012 3 11.27 1293290 50.0
Benzene, 1,2,4,5-... 12.43 16.8 ug/L 433890 3 11.27 1293290 50.0
unknown-04 12.48 171.1 ug/L 4424930 3 11.27 1293290 50.0
unknown-05 12.57 132.9 ug/L 3438820 3 11.27 1293290 50.0
(DEL) Alkane: Cyc... 12.80 49.7 ug/L 1285960 3 11.27 1293290 50.0
(DEL) Alkane: Str... 13.90 7.7 ug/L 200255 3 11.27 1293290 50.0
(DEL) Alkane: Cyc... 14.22 74.8 ug/L 1933880 3 11.27 1293290 50.0
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