LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample : K3215-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 45 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 U\METHOD\SOMULMO60619WMA .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 1.180 23 28 35 rBv4 6195 6892 0.12% 0.021%
2 1.392 87 94 105 rBV 72694 89824 1.60% 0.274%
3 1.672 175 181 196 rvVB 59914 74565 1.33% 0.228%
4 2.267 352 366 375 rVVv2 121491 195339 3.47% 0.596%
5 2.318 376 382 398 rVB 17427 27943 0.50% 0.085%
6 2.444 409 421 439 rBvV2 20524 39427 0.70% 0.120%
7 2.823 531 539 555 rVvB4 5908 12781 0.23% 0.039%
8 2.977 578 587 598 rBvV4 2351 4319 0.08% 0.013%
9 3.180 638 650 668 rvv 28050 61304 1.09% 0.187%
10 3.440 719 731 745 rBV3 4271 9456 0.17% 0.029%
11 3.752 819 828 832 rVB2 389 506 0.01% 0.002%

12 3.977 884 898 924 rBV 173720 441055 7.84% 1.347%
13 4._167 946 957 999 rVB 83445 244545 4 _.35% 0.747%
14 4.640 1088 1104 1132 rVV 109754 258682 4.60% 0.790%

15 4.987 1200 1212 1220 rBV5 2025 4000 0.07% 0.012%
16 5.331 1297 1319 1333 rBvV2 219220 658788 11.71% 2.012%
17 5.611 1396 1406 1407 rBv4 630 836 0.01% 0.003%
18 5.784 1448 1460 1477 rBV2 11230 26018 0.46% 0.079%
19 5.881 1477 1490 1523 rVB 238506 471908 8.39% 1.441%
20 6.177 1574 1582 1592 rVB8 2662 4904 0.09% 0.015%
21 6.325 1614 1628 1645 rBvV 150118 301983 5.37% 0.922%
22 6.505 1676 1684 1691 rBV5 1772 2841 0.05% 0.009%
23 6.588 1704 1710 1717 rVB3 1124 1791 0.03% 0.005%
24 6.823 1778 1783 1792 rVV6 584 910 0.02% 0.003%
25 7.045 1847 1852 1859 rVB4 452 628 0.01% 0.002%
26 7.222 1895 1907 1930 rBV 82851 151269 2.69% 0.462%
27 7.370 1947 1953 1964 rVB5 1531 2766 0.05% 0.008%
28 7.460 1971 1981 1993 rBV 17616 32690 0.58% 0.100%

29 7.559 2001 2012 2025 rBV 303830 528618 9.40% 1.614%
30 7.633 2026 2035 2050 rVB 132978 230927 4_.10% 0.705%

31 7.845 2091 2101 2116 rBV 54987 95667 1.70% 0.292%
32 8.022 2149 2156 2157 rBV5 966 724 0.01% 0.002%
33 8.161 2191 2199 2211 rBV5 2289 4573 0.08% 0.014%
34 8.228 2211 2220 2231 rBV2 17776 29061 0.52% 0.089%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample : K3215-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 45 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_U\METHOD\SOMULMO60619WMA _M
VOC Analysis

35 8.305 2232 2244 2287 rVV 712634 1218198 21.65% 3.720%

36 8.669 2351 2357 2366 rVB5 1644 2185 0.04% 0.007%
37 8.945 2437 2443 2450 rBvV4 1583 2336 0.04% 0.007%
38 9.045 2460 2474 2479 rBvV 115466 197031 3.50% 0.602%
39 9.083 2479 2486 2506 rVB 351160 602154 10.70% 1.839%

40 9.247 2526 2537 2547 rBV 59571 99400 1.77% 0.304%
41 9.366 2561 2574 2590 rBV 215912 401840 7.14% 1.227%
42 9.456 2597 2602 2620 rVB 26363 43731 0.78% 0.134%
43 9.559 2620 2634 2638 rVV5 22622 50000 0.89% 0.153%

44 9.598 2639 2646 2672 rVB 100327 164888 2.93% 0.503%
45 9.775 2689 2701 2707 rBV 156279 258079 4_59% 0.788%

46 9.810 2707 2712 2729 rVB 120916 181606 3.23% 0.555%

47 9.894 2732 2738 2743 rBV 10445 14585 0.26% 0.045%
48 9.977 2758 2764 2777 rVB3 13329 21927 0.39% 0.067%
49 10.160 2812 2821 2834 rBVY 32822 50779 0.90% 0.155%
50 10.231 2837 2843 2853 rVB5 2550 3675 0.07% 0.011%
51 10.299 2854 2864 2874 rBV9 7573 14734 0.26% 0.045%

52 10.363 2874 2884 2894 rBV 105236 174221 3.10% 0.532%
53 10.427 2895 2904 2919 rVB 244983 393071 6.99% 1.200%
54 10.582 2936 2952 2963 rBV 60962 103199 1.83% 0.315%
55 10.678 2964 2982 3000 rVvVv 279385 696778 12.39% 2.128%

56 10.768 3000 3010 3023 rVvVv 237303 392167 6.97% 1.197%
57 10.839 3024 3032 3043 rVB7 28180 52279 0.93% 0.160%
58 10.913 3043 3055 3064 rBvV 563113 862394 15.33% 2.633%
59 10.967 3064 3072 3093 rVB 266957 435834 7.75% 1.331%
60 11.064 3094 3102 3107 rBV6 10359 16365 0.29% 0.050%

61 11.141 3116 3126 3142 rVB 495675 756858 13.45% 2.311%
62 11.234 3143 3155 3167 rBV 682496 1043396 18.55% 3.186%
63 11.318 3172 3181 3198 rVB 263514 451006 8.02% 1.377%
64 11.424 3198 3214 3218 rBV6 106472 251430 4_47% 0.768%
65 11.472 3219 3229 3240 rVV 3662970 5625900 100.00% 17.178%

66 11.527 3241 3246 3252 rVV 164018 249150 4.43% 0.761%
67 11.566 3253 3258 3272 rVB 176742 257160 4._.57% 0.785%
68 11.659 3281 3287 3298 rVB3 27091 38734 0.69% 0.118%
69 11.723 3299 3307 3313 rBV2 100811 144562 2.57% 0.441%
70 11.855 3338 3348 3360 rBV2 401514 720427 12.81% 2.200%

71 11.916 3360 3367 3378 rVB 156395 244502 4 _.35% 0.747%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample : K3215-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 45 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_U\METHOD\SOMULMO60619WMA .M
Title : VOC Analysis
72 11.977 3378 3386 3394 rBV2 27307 47376 0.84% 0.145%

73 12.048 3398 3408 3424 rVB2 155223 280309 4.98% 0.856%
74 12.141 3425 3437 3461 rBV 1486071 2580677 45.87% 7.880%
75 12.247 3463 3470 3485 rVB2 83588 145570 2.59% 0.444%

76 12.321 3486 3493 3498 rBV2 34648 50557 0.90% 0.154%
77 12.488 3537 3545 3548 rBV3 59058 85615 1.52% 0.261%
78 12.620 3575 3586 3591 rBV5 39682 83101 1.48% 0.254%

79 12.691 3600 3608 3622 rVB2 273923 469365 8.34% 1.433%
80 12.781 3623 3636 3654 rVV 208661 378832 6.73% 1.157%

81 13.000 3697 3704 3714 rBV3 101330 162424 2.89% 0.496%
82 13.070 3715 3726 3737 rBV 2865770 4353351 77.38% 13.292%
83 13.176 3750 3759 3782 rVB 421454 742046 13.19% 2.266%
84 13.283 3786 3792 3802 rVB4 41647 63371 1.13% 0.193%
85 13.604 3883 3892 3897 rBV 185170 268996 4.78% 0.821%

86 13.646 3898 3905 3925 rVV2 478874 886583 15.76% 2.707%
87 13.739 3926 3934 3951 rVB 124909 236605 4.21% 0.722%
88 13.977 4000 4008 4018 rBVZ2 83951 149664 2.66% 0.457%
89 14.035 4019 4026 4043 rVB6 129531 290387 5.16% 0.887%
90 14.199 4070 4077 4086 rVB4 56532 89686 1.59% 0.274%

91 14.254 4086 4094 4103 rVB2 84467 123667 2.20% 0.378%
92 14.427 4139 4148 4165 rBV2 167880 288989 5.14% 0.882%
93 14.610 4199 4205 4217 rBV3 24381 36924 0.66% 0.113%
94 14.835 4269 4275 4280 rBV2 47301 69198 1.23% 0.211%
95 14.874 4282 4287 4315 rVB 98220 203752 3.62% 0.622%

96 15.057 4336 4344 4377 rVB3 117904 275650 4_.90% 0.842%

97 15.308 4415 4422 4427 rBV 13134 19721 0.35% 0.060%

98 15.755 4555 4561 4570 rBvV4 17748 25443 0.45% 0.078%

99 16.054 4641 4654 4661 rBvV4 31573 67602 1.20% 0.206%

100 16.675 4840 4847 4857 rVB4 13007 21118 0.38% 0.064%
Sum of corrected areas: 32750700
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:
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3500000

TIC: VU032524.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 13

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

2.44 4.18 ug/L 39427 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropvl Alcohol 60 C3H80 000067-63-0 64
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 420 (2.440 min): VU032524.D (-409) (-) m/z 45.00 100.00%
44.0
5000
37 ]141.0| 59.0 220 240 2.60 2.80
L o = e N L B me m/z 43.00 19.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
44.0
5000 T T T T T T e e T T

220 2.40 2.60 2.80
m/z 41.00 7.71%

27.0
15.019.0 1.0 37 41|', 50.0
(O o e L L B i e B e B e A R R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45.0
220 2.40 2.60 2.80
5000 m/z 39.00 7.05%
150190  ?70310 574410 530 59.0
L o e S N B B S e e m o
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropyl Alcohol ”..,....,..t.,..ﬁ.,..J
45.0 220 2.40 2.60 2.80
m/z 42.00 5.14%
5000
27.0
0 15.019.0 7310 370719 59.0
LA B o o e R o e o RS RR R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Propanal, 2-methyl- Concentration Rank 11

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

3.18 6.50 ug/L 61304 1,4-Difluorobenzene 5.88
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 72
4 Propanal. 2-methvl- 72 C4H80 000078-84-2 43
5 Isobutylene epoxide 72 C4H80 000558-30-5 42

Abundance Scan 650 (3.180 min): VU032524.D (-638) (-) m/z 43.00 100.00%
3.0
72.1
5000
3ﬁ.l |, s00 57.0 2.80 3.00 3.20 3.40 3.600
S L L L LA A LA AN AR KR LAALA RARAA NAASE AALS RARMA RN m/z  40.95 87.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #688: Propanal, 2-methyl-
43.0
5000 27.0 72.0

2.80 3.00 3.20 3.40 3.60
m/z 72.10 61.90%

21.0 |, 3.8|'. . 50.0 57.'0 R
R L = S N R T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl-
43.0
B o R )
720 2.80 3.00 3.20 3.40 3.60
5000 ' m/z 39.00 36.70%
27.0
15.0 1] 3%\ ‘ 50.0 szo !
R L R S ARRA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #690: Propanal, 2-methyl-
43.0 2.80 3.00 3.20 3.40 3.60
m/z 42.00 11.41%
72.0
5000 27.0
0 15.020.0 m‘ 380| | 500 57.0 |
T P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 1

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

3.98 46.73 ug/L 441055 1,4-Difluorobenzene 5.88
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 72
4 Butanal 72 C4H80 000123-72-8 59
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 52

Abundance Scan 899 (3.981 min): VU032524.D (-884) (-) m/z 44.00 100.00%
44.0
72.1
5000 39
57.0

3.60 3.80 4.00 4.20 4.40

50.0

0.,....,....,....,....,....,....,.!!.:.I freertrrHH e m/z 43.10 92.58%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #647: Butanal

44.0
72.0
29.0
5000 39 LA L L L L L L L L L
‘ 57.0 3.60 3.80 4.00 4.20 4.40

m/z 41.10 80.13%

o 150 2aqll LIl seo | eso
SN 1 Y] {1 PP .- 01 P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #646: Butanal
27.0 44.0
e S N EEERE
72.0 3.60 3.80 4.00 4.20 4.40
5000 39 m/z 72.10 72 .39%
15.0 57.0
0 ‘ 20.0 32.0 [, 50.0 66.0 |
B R L N N L AR NRAREERAENS LA RR e nan se sy
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal
44.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 44 .16%
27.0 72.0
5000
39. 57.0
| 33.0 ||| 50.0 L
Otrrrrrr e e e e e e o A REERE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2-Pentanone Concentration Rank 21

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

5.78 2.76 ug/L 26018 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 64
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
3 2-Pentanone 86 C5H100 000107-87-9 50
4 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 9
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 1459 (5.781 min): VU032524.D (-1448) (-) m/z 43.00 100.00%
43.0
5000
86.1 T T TR T T T DT
5 57.0 71.1 540 560 5.80 6.00 6.20
Ofprrrrprrrrprrrrprer e m/z 86.10 18.76%
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43.0
5000 ﬂ'l""l“" T T T T
540 5.60 5.80 6.00 6.20
86.0 m/z 41.10 18.31%
27.0 58.0 71.0
0 I”"P'}ﬁlg“l'”'lJ'W"”?th!!:I”?2]9”I'J'P'§ﬁ]9”l'”'v"ﬁ"“I'“'I”"P'
m/iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1767: 2-Butanone, 3-methyl-
43.0
540 5.60 5.80 6.00 6.20
5000 m/z 39.00 10.35%
27.0 86.0
. | 370|| s50057.0630 710
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43.0 540 5.60 5.80 6.00 6.20
m/z 42.10 6.71%
5000
27.0 58.0 71.0 8e.0
ol 180 . 37.0|| 500 | 1
> L 1o 1e 30 2 5 B b 45 T e o e Th Te B0 B O O 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2-Hexanone, 5-methyl- Concentration Rank 18

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

9.46 3.63 ug/L 43731 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 86
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 86
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 83
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
5 2-Heptanone 114 C7H140 000110-43-0 72

Abundance Scan 2603 (9.460 min): VU032524.D (-2597) (-) m/z 43.00 100.00%
43.0
5000 58.0
- . 99.1  114.0 9.20 9.40 9.60 9.80
0t b | m/z  58.00  45.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7508: 2-Hexanone, 5-methyl-
43.0
5000
58.0 9.20 9.40 9.60 9.80
27.0 m/z 71.10 11.91%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7510: 2-Hexanone, 5-methyl-
43.0
9.20 9.40 9.60 9.80
5000 58.0 m/z 41.10 11.33%
. 15.0 27‘-‘0 I 71‘-0 810 990 114.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7507: 2-Hexanone, 5-methyl-
43.0 9.20 9.40 9.60 9.80

m/z 57.05 10.95%

5000
58.0

27.0
| 0 P80 990 1140

0 ..,....,...‘l‘,....,.a..,..:.,....,....,....,....,....,.a..,..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80

SOMULMO60619WMA .M Fri Jun 07 12:25:55 2019

Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-01 Concentration Rank 15

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

9.56 4_.15 ug/L 50000 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Azathvmine 127 C4H5N302 000932-53-6 47
2 2.5-Pvrrolidinedione. 1l-ethvl- 127 C6HINO2 002314-78-5 43
3 4-l1soxazolemethanol. 3.5-dimethvl- 127 C6H9NO2 019788-36-4 27
4 N-Acetvlpvrrolidone 127 C6H9ONO2 000932-17-2 25
5 2-Oxepanone, 4-methyl- 128 C7H1202 002549-60-2 22

Abundance Scan 2634 (9.559 min): VU032524.D (-2620) (-) m/z 43.00 100.00%
430 56.1 127.1
69.1
5000
‘| | “ 97 10?'0 9.20 9.40 9.60 9.80
Obrrrprrrrprrer e bl Tm/z 127.10 0 91.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11658: 6-Azathymine
56.0 127.0
5000 SRR SR
27.0 9.20 9.40 9.60 9.80
42.0 m/z 56.10 91.03%
b 50 Ml o0 0 wo L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11766: 2,5-Pyrrolidinedione, 1-ethyl-
28.0 58.0 127.0
9.20 9.40 9.60 9.80
5000 84.0 m/z 59.10 80.86%
99.0
150 “ 41.0 0.0 112.0
0”'P“'P”JP”'ML'"L"”“'”P'”P'”P'”P'”P'JP'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11773: 4-1soxazolemethanol, 3,5-dimethyl-
43.0 127.0 9.20 9.40 9.60 9.80
68.0 m/z 69.10 53.72%
82.0
5000
109.0
57.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80

SOMULMO60619WMA .M Fri Jun 07 12:25:56 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 4-Heptanone Concentration Rank 5

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

9.60 13.69 ug/L 164888 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone 114 C7H140 000123-19-3 91
2 4-Heptanone 114 C7H140 000123-19-3 91
3 4-Heptanone 114 C7H140 000123-19-3 80
4 4-Heptanone 114 C7H140 000123-19-3 78
5 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 78

Abundance Scan 2647 (9.601 min): VU032524.D (-2639) (-) m/z 71.05 100.00%
43.0 71.0
5000
114.1
58.0 99.1 9.20 9.40 9.60 9.80 10.00
0 b e e || /2 43.05  91.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7439: 4-Heptanone
43.0 71.0
5000
9.20 9.40 9.60 9.80 10.00
114.0 m/z 41.00 26.32%
210 58.0
: 86.0 99.0
G R s R R UL RS UL RS RN SRS RERRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7434: 4-Heptanone
43.0 71.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 114.10 22.70%
27.0 114.0
‘ 1 I 58\.0 l 86.0 99.0
G R S R R UL RS UL RS RN SRS RERRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7427: 4-Heptanone
43.0 71.0 9.20 9.40 9.60 9.80 10.00
m/z 39.00 12 .50%
5000
27.0 114.0
ol 150 | | %80 ge0 990
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 9.20 9.40 9.60 9.80 10.00

SOMULMO60619WMA .M Fri Jun 07 12:25:56 2019

Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Benzene, l-ethyl-2-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.68 6.19 ug/L 696778 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 2983 (10.681 min): VU032524.D (-2964) (-) m/z 105.10 100.00%
106.1
5000
120.1
39.0 550 77.1 910 10.40 10.60 10.80 11.00
Obr prrrrprrrrrreebter et S et bl i a2 m/z 120.05  31.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 10.40 10.60 10.80 11.00
m/z 91.05 11.68%
. 150 27.0 390 510 650 770 910 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
10.40 10.60 10.80 11.00
5000 m/z 77.10 11.17%
120.0
]50203%)ﬂ0 ﬁoTp 91.0 |
O e R e m o
mz> 10 %0 3 4 50 8 70 80 9 100 110 150 130 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 10.40 10.60 10.80 11.00
m/z 106.10 8.59%
5000

120.0
27.0 390 510 450 770 910

0.w”.wnﬂ,nnrnuﬂn”pvnp.mp.”ﬂ”.ﬂﬂw.mqu”w.”w”.w e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00

SOMULMO60619WMA .M Fri Jun 07 12:25:57 2019

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.91 7.66 ug/L 862394 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 91
3 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 72
4 5-Nonanone 142 C9H180 000502-56-7 64
5 5-Nonanone 142 C9H180 000502-56-7 64
Abundance Scan 3054 (10.910 min): VU032524.D (-3043) (-) m/z 57.10 100.00%
51.1 85.1 "
5000 410
142.2
100.1 1271 10.60 10.80 11.00 11.20
0 ...,....,....,....,....|i!|...,..'.-.|,...7.-,1:9..,..:.,....i....,....,...'.,....,!...,.. m/z 85.10 88.14%
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-
57.0
85.0
5000 RIS N SRR SRR
41.0 10.60 10.80 11.00 11.20
1420 m/z 41.00 37 .95%
0 150 20 i | 690 | 10001130 127-0
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57.0 85.0
10.60 10.80 11.00 11.20
5000 41.0 m/z 58.10 25.39%
29.0
142.0
o207 I %9 | 10001190 1270
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19988: 4-Octanone, 2-methyl-
57.0 10.60 10.80 11.00 11.20
85.0 m/z 43.05 18.58%
5000 41.0
29.0
142.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20

SOMULMO60619WMA .M Fri Jun 07 12:25:57 2019

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2-Heptanone, 4,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.23 9.27 ug/L 1043400 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
4 Oxirane. 2.3-diethvl- 100 C6H120 004468-66-0 38
5 2-Hexanone 100 C6H120 000591-78-6 37
Abundance Scan 3154 (11.231 min): VU032524.D (-3143) (-) m/z 43.00 100.00%
43.0
58.0
5000
109.1 11.00 11.20 11.40 11.60
o 970 1271 1421 m/z 58.05 56.92%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000
85.0 11.00 11.20 11.40 11.60
970 m/z 69.05 33.69%
520 || m 1090 1270
G R RS B R NS A RN AARS RS ALY SN RARAS AR SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7621: Hexane, 3-ethyl-
43.0
11.00 11.20 11.40 11.60
5000 m/z 85.05 33.43%
85.0
29.0 570 710 ‘
L2050 ||l 907 98.0 1140
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7623: Hexane, 3—ethy|— L L L B N LB B
43.0 11.00 11.20 11.40 11.60
m/z 84.10 31.78%
5000 85.0
29.0 57.0 71.0
0 "'I'”'I%?;QP"th'”'“ha'W"MLI”"\"”I"*'P"'I'”'%%ﬁTPP'"I”"I"”I'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60

SOMULMO60619WMA .M Fri Jun 07 12:25:58 2019

Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.32 4_.01 ug/L 451006 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(1-methv... 138 C10H18 001195-31-9 93
2 Cvclohexene. 1-methvl-4-(l1-methyv... 138 C10H18 005502-88-5 90
3 Cvclohexene. 1-methvl-4-(l1-methyvy... 138 C10H18 005502-88-5 74
4 Cvclohexene. 3-methvl-6-(1-methv... 138 C10H18 005256-65-5 72
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 001124-26-1 70
Abundance Scan 3182 (11.321 min): VU032524.D (-3172) (-) m/z 95.05 100.00%
95.0
67.1
5000
81.0 138.1
40 551 123.1 U VMR B BN BN
|| || ||h | 001 | 11.00 11.20 11.40 11.60
Obrrrrrrrrrrrr e e ettt gl e ey | M7z 6710 53.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16999: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-
95.0
67.0
5000
81.0 11.00 11.20 11.40 11.60
410 550 ‘ I m/z 68.05 42.39%
0'WH'w““l““¢h“ﬁd“V“L'th'ﬁﬂLljﬁaﬂ“v'“w““VHw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16982: Cyclohexene, 1-methyl-4-(1-methylethyl)-
95.0
68.0 11.00 11.20 11.40 11.60
5000 1o 410 ' m/z 138.10 29.87%
' 55.0 81.0 138.0
123.0
el e
0'WH'w“”l“““L'ﬂ“W'MWHJW“”Ww“v““w“w'HWH'ﬁ““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16979: Cyclohexene, 1-methyl-4-(1-methylethyl)- EmmE e AR R
95.0 11.00 11.20 11.40 11.60
m/z 81.05 28.74%
68.0
5000
27.0 55.0 81.0 138.0
123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60

SOMULMO60619WMA .M Fri Jun 07 12:25:59 2019 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.14 22.94 ug/L 2580680 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 97
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 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
Abundance Scan 3437 (12.141 min): VU032524.D (-3425) (-) m/z 83.05 100.00%
3.0
69.0
5000 o 550 /\\
' 140.1 W'HNI'”'I”"P"W
| 97.0 1194 1251 11.80 12.00 12.20 12.40
Obrrrprrrerrrrr el el s A b M/Z 69.00  48.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 69.0
a0 950 11.80 12.00 12.20 12.40
140.0 m/z 55.05 36.31%
0 27I||0 ||‘|| Ll ‘I Ly 93:0 112.0 1250
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
11.80 12.00 12.20 12.40
5000 69.0 m/z 56.05 33.10%
55.0
41.0 5o 140.0
T N N T I s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-

83.0 11.80 12.00 12.20 12.40
m/z 41.05 30.06%

69.0
5000 41.0 55.0

140.0

27.0
150 | L\‘\ | 97.0 1120120

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

-

o

SOMULMO60619WMA .M Fri Jun 07 12:25:59 2019 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 17 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.69 4.17 ug/L 469365 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Oxa-4-azaspirol4._.51decan-4-oxy... 198 C10H16N0O3 1000115-84-0 43
2 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
3 Cvclopentane. (1.1-dimethvlethvl)- 126 C9H18 003875-52-3 37
4 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 32
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 32
Abundance Scan 3608 (12.691 min): VU032524.D (-3600) (-) m/z 56.10 100.00%
5000
134.1 12.40 12.60 12.80 13.00
157.1
o 1852 207.1 m/z 57.10 43.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59310: 1-Oxa-4-azaspiro[4.5]decan-4-oxyl, 3,3-dimethyl-8-oxo
56.0
5000
12.40 12.60 12.80 13.00
41.0 m/z 69.10 30.03%
86.0 113.0
71.0 .
026 D | 142.0 182.0198.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6728: 1-Hexene, 2,5-dimethyl-
56.0
12.40 12.60 12.80 13.00
5000 410 m/z 41.00 27 .43%
AE 770 950 MO
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11613: Cyclopentane, (1,1-dimethylethyl)-
56.0 12.40 12.60 12.80 13.00
m/z 119.10 25.53%
5000 410
111.0
o260 1 | “‘ 83.0 1260
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

SOMULMO60619WMA .M Fri Jun 07 12:26:00 2019

Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.37 ug/L 378832 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 43
2 trans-1.2-Cvclohexanediamine 114 C6H14N2 001121-22-8 40
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 37
4 1.2-Cyclohexanediamine 114 C6H14N2 000694-83-7 33
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 32

Abundance Scan 3636 (12.781 min): VU032524.D (-3623) (-) m/z 56.05 100.00%

.0

5000

12.40 12.60 12.80 13.00

0! m/z 57.10 35.73%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
5000

12.40 12.60 12.80 13.00
m/z 97.05  35.47%

I, 85010101180

O B B B BRI i o o o o )
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #7368: trans-1,2-Cyclohexanediamine
56.0
28.0 12.40 12.60 12.80 13.00
5000 - 97.0 m/z 55.10 32.15%
M ‘ 82.0 114.0
0 ?.O.w.‘,..\..‘,lw..w P O
m/z--> 0 20 60 80 100 120 140 160 180
Abundance #1471: Cyclobutane, ethyl-
56.0 12.40 12.60 12.80 13.00
m/z 41.00 28.99%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 19 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.07 38.69 ug/L 4353350 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. l1l-methvl-4-(l-meth... 156 C10H200 003901-95-9 86
2 Cvclohexanol. l-methvl-4-(1-meth... 156 C10H200 003901-93-7 50
3 2-Hexen-1-ol. 3-methvl-. (BE)- 114 C7H140 030801-96-8 43
4 Z-1-Methoxv-2-pentene 100 C6H120 1000279-59-4 43
5 2,6-Octadiene-4,5-diol 142 C8H1402 004486-59-3 43
Abundance Scan 3726 (13.070 min): VU032524.D (-3715) (-) m/z 71.10 100.00%
711
5000 43.0
95.0
=0 1231 111 80 130 1320 1340
109.1 156.2 : : : :
0 ..,....,....',....,.'.|.'.|,...|!'-...-.5,1.3.'..,..|:.|',....,....,.'...,....I,'....,....,.... m/z 43.05 47.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28358: Cyclohexanol, 1-methyl-4-(1-methylethyl)-, cis-
71.0
5000
43.0 98.0 12.80 13.00 13.20 13.40
' m/z 41.10 22 .29%
27.0 58.0 5.0 1230 141.0 156.0
0'W””P'”P”W“Uh”mﬁ'”fLW'LJ”HpP“P“W'”W””I””P”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28361: Cyclohexanol, 1-methyl-4-(1-methylethyl)-, trans-
71.0
12.80 13.00 13.20 13.40
5000 m/z 95.05 21.83%
43.0 98.0
27.0 58.0 ‘ 1230 1410 3560
O'W”LL”“M”PﬂL”AM“WﬁMPjJ'}fg“J“W“”A”W”LP”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7590: 2-Hexen-1-ol, 3-methyl-, (E)-
71.0 12.80 13.00 13.20 13.40
m/z 98.10 18.40%
5000
410 56
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexanemethanol, .alpha... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.18  6.59 ug/L 742046 1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 83
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 72
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 72

4 2.4-Dimethvl-4-penten-2-ol 114 C7H140 019781-53-4 53
5 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 53
Abundance Scan 3760 (13.180 min): VU032524.D (-3750) (-) m/z 59.10 100.00%
59.1
5000
S
41|-° | 81|'1 061 12811381 o) 1002 12.80 13.00 13.20 13.40
Ob bl T R ISe 92 "m/z 55.05 14.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28360: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59.0
5000
12.80 13.00 13.20 13.40
43.0 m/z 81.10 14 .13%
L 20 B0 es0 1280 1410
L B B B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28368: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59.0
12.80 13.00 13.20 13.40
5000 m/z 41.05 12.52%
41.0 81.0 .
oL B8 il TP  momo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28363: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59.0 12.80 13.00 13.20 13.40
m/z 58.00 9.59%
5000
11 4\]\“\0 LI 8]\-0 96.0 12\3'0 141.0
oty e P

m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.65 7.88 ug/L 886583 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 58
2 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
3 Decane. 4-methvlene- 154 C11H22 024949-41-5 25
4 1-Heptene. 2.6-dimethvl- 126 C9H18 003074-78-0 25
5 Cyclopentanamine 85 C5H11IN 001003-03-8 25

Abundance Scan 3906 (13.649 min): VU032524.D (-3898) (-) m/z 56.10 100.00%

56.1
5000
1 111.1
145.1

39 : 13.40 13.60 13.80 14.00
128.1 199.2
ol 11 169.2 m/z 57.10 39.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000

13.40 13.60 13.80 14.00

29.0 0 111.0 m/z 71.10 39.34%
145.0
o L pro_ | 1280"77 1700 1990
,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81262: Pentadecane, 8-methylene-
56.0
13.40 13.60 13.80 14.00
5000 m/z 69.10 32.84%
290 84.0
125.0
o \ ll Jh 050 "I 1420 1680 1960 2240
m/z--> 60 100 120 140 160 180 200 220
Abundance #27049. Decane, 4-methylene-
56.0 13.40 13.60 13.80 14.00
m/z 41.10 31.21%
5000
84.0
39 111.0 154.0
0 | S Y S N — | |
TTr[rrrryprrr LI LN L L L LI LB L LB LI LI LB TTT _l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 22 unknown-04 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.03 2.58 ug/L 290387 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 010458-14-7 38
2 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000491-07-6 38
3 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 35
4 Thiophene. 2.4-dimethyvl- 112 C6H8S 000638-00-6 30
5 3-Ethylidene- heptan-2,6-dione 154 C9H1402 1000223-47-9 30
Abundance Scan 4024 (14.028 min): VU032524.D (-4019) (-) m/z 43.00 100.00%
43.0
111.1

5000

13.80 14.00 14.20 14.40
m/z 111.10 81.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26853: Cyclohexanone, 5-methyl-2-(1-methylethyl)-
41.0 69.0 112.0

5000
13.80 14.00 14.20 14.40

m/z 55.05 80.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26900: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, cis-
410 112.0
69.0
13.80 14.00 14.20 14.40
5000 m/z 41.05 65.58%
139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #203464: Oxalic acid, allyl octadecyl ester e
41.0 13.80 14.00 14.20 14.40
m/z 69.00 59.51%
5000
71.0
97.0
. Ll 125.0 1530 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Page: 22



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032524.D

Aca On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 (DEL) Alkane: Cyclicl4.43 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.57 ug/L 288989 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. l-methvl-2-(3-meth... 140 C10H20 062238-07-7 45
2 1-Octene. 2.7-dimethvl- 140 C10H20 033718-03-5 43
3 Cvclopropane. 1.2-dimethvl-3-pen... 140 C10H20 062238-05-5 40
4 (S)-(+)-3-Methvl-1-pentanol 102 C6H140 042072-39-9 40
5 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 40
Abundance Scan 4149 (14.430 min): VU032524.D (-4139) (-) m/z 56.05 100.00%
130
41.0
5000
111.1
157.2
1782 1991 14.20 14.40 14.60 14.80
(o} m/z 55.05 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18069: Cyclopropane, 1-methyl-2-(3-methylpentyl)-
41.0 70.0
5000 UL SUNL IR B B
14.20 14.40 14.60 14.80
111.0 m/z 69.10 80.35%
0 26‘ L 86.0 . | 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17988: 1-Octene, 2,7-dimethyl-
56.0
14.20 14.40 14.60 14.80
m/ 73.05 73 .54Y%
5000 41.0 z 0
140.0
Ll ‘ ull 81.0 I 11?0 ‘
e R S L UL S B L B WL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18054: Cyclopropane, 1,2-dimethyl-3-pentyl-
56.0 14.20 14.40 14.60 14.80
m/z 41.00 52.57%
41.0
5000
80 110 140.0
0'F%pJﬂ'”“'M”lb“”W”M'w"W:'”l'”'|“"w"' U SUNRL IR B B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO60619\
Data File : VU032524.D

Acq On : 07 Jun 2019 02:30

Operator : JC/SP

Sample - K3215-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2.44 4.2 ug/L 39427 1 5.88 471908 50.0
Propanal, 2-methyl- 3.18 6.5 ug/L 61304 1 5.88 471908 50.0
Butanal 3.98 46.7 ug/L 441055 1 5.88 471908 50.0
2-Pentanone 5.78 2.8 ug/L 26018 1 5.88 471908 50.0
2-Hexanone, 5-met... 9.46 3.6 ug/L 43731 2 9.08 602154 50.0
unknown-01 9.56 4.2 ug/L 50000 2 9.08 602154 50.0
4-Heptanone 9.60 13.7 ug/L 164888 2 9.08 602154 50.0
Benzene, l-ethyl-_... 10.68 6.2 ug/L 696778 3 11.48 5625900 50.0
4-Heptanone, 2,6-... 10.91 7.7 ug/L 862394 3 11.48 5625900 50.0
2-Heptanone, 4,6-... 11.23 9.3 ug/L 1043400 3 11.48 5625900 50.0
Cyclohexene, 1-me... 11.32 4.0 ug/L 451006 3 11.48 5625900 50.0
Cyclohexanone, 3,... 12.14 22.9 ug/L 2580680 3 11.48 5625900 50.0
unknown-02 12.69 4.2 ug/L 469365 3 11.48 5625900 50.0
unknown-03 12.78 3.4 ug/L 378832 3 11.48 5625900 50.0
Cyclohexanol, 1-m... 13.07 38.7 ug/L 4353350 3 11.48 5625900 50.0
Cyclohexanemethan... 13.18 6.6 ug/L 742046 3 11.48 5625900 50.0
2,4-Dipropyl-5-et... 13.65 7.9 ug/L 886583 3 11.48 5625900 50.0
unknown-04 14.03 2.6 ug/L 290387 3 11.48 5625900 50.0
(DEL) Alkane: Cyc... 14.43 2.6 ug/L 288989 3 11.48 5625900 50.0
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