LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On > 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 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\SOMVLMO92920WMA .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 1.312 62 69 87 rvB 220836 267238 0.65% 0.102%
2 1.576 143 151 168 rBvV 143665 224957 0.55% 0.086%
3 2.100 303 314 326 rBV 434417 628109 1.52% 0.240%
4 2.527 423 447 468 rVvV 364073 725772 1.76% 0.277%
5 2.762 502 520 547 rBV 611970 1227758 2.98% 0.469%
6 3.042 589 607 639 rBY 2049794 4098902 9.93% 1.564%
7 3.550 747 765 789 rBV 95076 265762 0.64% 0.101%
8 3.679 789 805 819 rvv 69722 172801 0.42% 0.066%
9 3.775 819 835 854 rVB2 365894 914737 2.22% 0.349%
10 3.923 871 881 920 rBV2 76068 299612 0.73% 0.114%

11 4.373 1003 1021 1069 rVB 318249 855593 2.07% 0.326%
12 4.691 1107 1120 1138 rVB4 55674 137667 0.33% 0.053%
13 5.068 1219 1237 1271 rBV2 856893 2167857 5.25% 0.827%
14 5.637 1398 1414 1447 rBV 495929 1060573 2.57% 0.405%
15 6.093 1541 1556 1585 rVvVv 443458 994401 2.41% 0.379%

16 6.794 1761 1774 1786 rBV 33551 68598 0.17% 0.026%
17 6.939 1808 1819 1826 rVVv 35952 63299 0.15% 0.024%
18 7.010 1830 1841 1861 rVVv 254747 537883 1.30% 0.205%
19 7.100 1861 1869 1889 rvB2 34709 68263 0.17% 0.026%

20 7.280 1912 1925 1932 rBV2 115271 216294 0.52% 0.083%

21 7.338 1932 1943 1957 rvV 1013373 1877405 4 _55% 0.716%
22 7.408 1957 1965 1990 rVB 237494 454053 1.10% 0.173%
23 7.585 2010 2020 2029 rBV 102128 158228 0.38% 0.060%
24 7.643 2029 2038 2069 rVB 171813 432596 1.05% 0.165%
25 8.145 2168 2194 2213 rBV 278679 970159 2.35% 0.370%

26 8.312 2236 2246 2256 rVB2 44671 76369 0.19% 0.029%
27 8.685 2354 2362 2374 rVB3 46137 77706 0.19% 0.030%
28 8.807 2388 2400 2409 rBvV 36118 60504 0.15% 0.023%

29 8.874 2409 2421 2445 rBvV 713214 1395937 3.38% 0.533%
30 9.035 2459 2471 2489 rBvV 322427 558473 1.35% 0.213%

31 9.157 2492 2509 2522 rVV 1292293 2304571 5.59% 0.879%
32 9.222 2522 2529 2554 rVB2 195221 361646 0.88% 0.138%
33 9.495 2585 2614 2625 rBV3 79932 189668 0.46% 0.072%
34 9.566 2625 2636 2656 rVB 495338 887440 2.15% 0.339%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On > 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 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\SOMVLM092920WMA .M
VOC Analysis

35 9.730 2680 2687 2696 rVB3 94688 141670 0.34% 0.054%

36 9.820 2697 2715 2724 rBV4 87969 189200 0.46% 0.072%
37 9.868 2725 2730 2741 rVB2 42346 69441 0.17% 0.026%
38 9.955 2741 2757 2775 rBV 858288 1462290 3.54% 0.558%
39 10.038 2775 2783 2791 rVVv2 79624 121780 0.30% 0.046%
40 10.106 2791 2804 2808 rVv2 97286 182694 0.44% 0.070%

41 10.145 2808 2816 2827 rVB2 301929 529997 1.28% 0.202%
42 10.247 2828 2848 2863 rBV2 693346 1392309 3.37% 0.531%
43 10.376 2873 2888 2905 rBV 5108251 8318185 20.16% 3.174%
44 10.476 2905 2919 2936 rVV 16072072 37721348 91.43% 14.394%
45 10.566 2936 2947 2978 rVB 10585064 17912820 43.42% 6.835%

46 10.723 2986 2996 2999 rVvVv 418607 585026 1.42% 0.223%
47 10.762 2999 3008 3026 rVV 5800781 9211699 22.33% 3.515%
48 10.855 3030 3037 3043 rVV5 77378 130841 0.32% 0.050%
49 10.942 3043 3064 3086 rVvB 25270879 41258581 100.00% 15.744%
50 11.080 3091 3107 3112 rBV2 390458 769085 1.86% 0.293%

51 11.112 3112 3117 3127 rVV 430572 652319 1.58% 0.249%
52 11.173 3127 3136 3141 rVV2 270887 445696 1.08% 0.170%
53 11.215 3141 3149 3158 rVVv2 830807 1355803 3.29% 0.517%
54 11.273 3158 3167 3184 rVV3 1127383 2619343 6.35% 1.000%
55 11.360 3184 3194 3216 rVV 5771346 9309360 22.56% 3.552%

56 11.447 3217 3221 3226 rVV3 88001 117009 0.28% 0.045%
57 11.485 3226 3233 3243 rVB2 225173 339684 0.82% 0.130%
58 11.569 3244 3259 3262 rBV4 1616445 3256623 7.89% 1.243%
59 11.598 3263 3268 3276 rVV 3075782 4516558 10.95% 1.723%
60 11.662 3276 3288 3304 rVB4 5588290 12168510 29.49% 4.643%

61 11.771 3313 3322 3326 rBV 240308 371290 0.90% 0.142%
62 11.810 3326 3334 3339 rVV 1136267 1672252 4._05% 0.638%
63 11.842 3339 3344 3362 rVB 1300726 1986580 4.81% 0.758%
64 11.935 3362 3373 3377 rBV 2660249 3899420 9.45% 1.488%
65 11.964 3378 3382 3392 rVV 2802448 3704536 8.98% 1.414%

66 12.038 3393 3405 3427 rVB 5109290 7961675 19.30% 3.038%
67 12.173 3428 3447 3467 rBV6 556382 1983135 4.81% 0.757%
68 12.279 3467 3480 3489 rBV5 330717 710160 1.72% 0.271%
69 12.337 3489 3498 3508 rVB 1205658 1823842 4.42% 0.696%
70 12.398 3508 3517 3519 rBV2 239168 347457 0.84% 0.133%

71 12.437 3520 3529 3537 rVV 3244188 4654485 11.28% 1.776%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On > 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 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\SOMVLMQ092920WMA .M
Title : VOC Analysis

72 12.488 3537 3545 3562 rVB 5034411 7527490 18.24% 2.872%
73 12.572 3562 3571 3577 rBV 497138 738694 1.79% 0.282%
74 12.611 3577 3583 3587 rvv2 352083 441990 1.07% 0.169%
75 12.636 3587 3591 3599 rVB 457796 555135 1.35% 0.212%

76 12.749 3616 3626 3638 rVB 1591049 2396087 5.81% 0.914%
77 12.816 3638 3647 3655 rBV2 372615 558495 1.35% 0.213%
78 12.906 3655 3675 3703 rBV3 3579464 7811671 18.93% 2.981%
79 13.022 3703 3711 3719 rBV 733799 1064095 2.58% 0.406%
80 13.067 3719 3725 3736 rVB7 183142 346541 0.84% 0.132%

81 13.189 3755 3763 3771 rBV 201181 302690 0.73% 0.116%
82 13.238 3772 3778 3782 rVV3 93147 115152 0.28% 0.044%
83 13.289 3782 3794 3813 rVV2 10726335 17202924 41.70% 6.564%
84 13.424 3829 3836 3848 rVB 534254 762030 1.85% 0.291%
85 13.524 3849 3867 3877 rBV 2328039 3836401 9.30% 1.464%

86 13.649 3894 3906 3907 rBV7 89955 147680 0.36% 0.056%
87 13.768 3924 3943 3958 rVB 3326582 5605329 13.59% 2.139%
88 13.929 3983 3993 4008 rVB2 526200 942472 2.28% 0.360%
89 14.122 4041 4053 4067 rBvV4 262716 627950 1.52% 0.240%
90 14.257 4088 4095 4105 rBvV 167759 269128 0.65% 0.103%

91 14.318 4108 4114 4125 rVB2 109082 184782 0.45% 0.071%
92 14.389 4130 4136 4147 rVB9 43846 74655 0.18% 0.028%
93 14.456 4149 4157 4166 rBV3 74837 139044 0.34% 0.053%
94 14.656 4209 4219 4231 rBV 436025 761401 1.85% 0.291%
95 14.842 4268 4277 4281 rBV 218926 338168 0.82% 0.129%

96 15.694 4532 4542 4552 rBV2 79724 147559 0.36% 0.056%
97 15.755 4555 4561 4571 rVB2 67341 103693 0.25% 0.040%
98 15.836 4579 4586 4593 rBV 86970 127541 0.31% 0.049%
99 15.874 4594 4598 4614 rVB4 56764 105685 0.26% 0.040%
100 16.337 4734 4742 4751 rVB 84073 132730 0.32% 0.051%

Sum of corrected areas: 262060746
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Vv018523.D

29 Sep 2020 17:53

SY/MD

L4109-18
5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

18 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 23

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

2.53 34.22 ug/L 725772 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
5 Pentane 72 C5H12 000109-66-0 46

Abundance Scan 448 (2.531 min): VV018523.D (-423) (-) m/z 43.10 100.00%
43
5000 71
3|9 57 220 240 260 280
36 4953;| 6367 86 : S
0““mvmvmvmvmv“W“W“W“+'W“T”$LT“W“$“W“W“W“W“W' m/z 42.10 51.91%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 "|""|""|"'4\""|
220 2.40 2.60 2.80
& m/z 71.10 42.08%
39 57
o2 1° 32 | 53 | 86
BARARRES RAERS RARLA SASA RAASA SRR MRS ERS) RALR) AU RARAL RRRAE ARSI SARLA RARLE SAAAR MRS BRESAKARS RAAS A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 240 260 280
5000 m/z 41.10 39.44%
27 71
15 ® 57
0 2 31 53 | 6367 86
L) L) LA LY A S KRN AR AR AL KAL) L) MR EARAI A LAl KAkt AR AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- R e
43 220 2.40 2.60 2.80
m/z 39.10 18.86%
5000
71
27 39 55 86
0 15 | All, 51 6367
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 240 260 280
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

2.76 57.88 ug/L 1227760 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78

Abundance Scan 519 (2.759 min): VV018523.D (-502) (-) m/z 57.10 100.00%
57
41
5000
e e
37 4053|| 636771 77 86 240 2.60 2.80 3.00
0““mwmwmwmwmwmwmwmwMLJHNW“Jmewmwhwmwmw“wmw“ m/z 56.10 83.76%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41 /\
5000 LSRR SR RS SR
240 2.60 2.80 3.00
m/z 41.10 61.03%
0 1 15 25/ | 3337 | 454953 61 671 77 86
miz--> DT 5 15 5 25 % %5 4 45 0 o £ B 7o T B0 B O
Abundance
57
a 240 2.60 2.80 3.00
5000 29 m/z 43.10 23.35%
o 15 37 53 63671 86
LR L L) LA s LA ALY SRLS) N LA AR AN LALA KAL) KL AAAR) LA AL AL LA I
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57 240 2.60 2.80 3.00
m/z 39.10 16.64%
29 41
5000
0 2 15 ‘ 53, 1 86
P e g g G 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

3.04 193.24 ug/L 4098900 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 59
4 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 50
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50

Abundance Scan 606 (3.039 min): VV018523.D (-589) (-) m/z 57.10 100.00%

g7
41
5000

280 300 320 340
ﬁ,%w% 6367 '~ 7781
0.......,....,....,....,....,....,....,....,....,....,....,..:.,'..'.,....,....,!...,....,....,.|...,....,... m/z 41.05 71.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000 ||||||||||||||||||||||
2.80 3.00 3.20 3.40
29 86 m/z 43.10 63.54%
15 |37l 4953 6165 "t 77
A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
29 2.80 3.00 3.20 3.40
5000 m/z 56.05 50.67%
39
86
15
0 2 25 53 L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane et
43 57 2.80 3.00 320 340

m/z 42.10 33.16%

29
5000
s 39 86
0 2 | ! ‘ ‘ 53 | 7\1

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 34

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

3.55 12.53 ug/L 265762 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 72
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72

Abundance Scan 765 (3.550 min): VV018523.D (-747) (-) m/z 57.05 100.00%
g7
43
5000 85
R Em e G mua e
3.20 3.40 3.60 3.80
o el S5 8389 w/z 43.10  53.50%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 AR LSS S

3.20 3.40 3.60 3.80
m/z 85.05 41_.07%

29
0 37, 51 | 6369 77 | 100
T T T T T [ T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43
3.20 3.40 3.60 3.80
5000 m/z 56.05 40.68%
29 85
o2 B 37 | 51 6369 77 100
T T T T T T T T T e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3986: Pentane, 2,2-dimethyl-
5[7 3.20 3.40 3.60 3.80
43 m/z 41.05 40.12%
5000
29 85
0 1 15 M 37| 51 6369 77 100
T T T R e e e e e SRR SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 42

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

3.68 8.15 ug/L 172801 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 805 (3.679 min): VV018523.D (-789) (-) m/z 43.05 100.00%

5000
85

3.40 3.60 3.80 4.00
51 69 100
o...,....,....,..?.7|-,.:..,.~.'.:,‘??..,..?7.,....,....,...., m/z 57.10 83.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000 85 LA L L L L L L LB

3.40 3.60 3.80 4.00
29 m/z 41.10 50.78%

o 15 \‘ 3A _ 51 || 6369 77 100
I L S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
57

3.40 3.60 3.80 4.00

5000 m/z 56.10 49 _.80%
27 85
15 37 51 69 77 100
O T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43 3.40 3.60 3.80 4.00
57 m/z 85.10 27 .73%
5000
0 15 || 37|, 51| 6369 100
T T T T T T T e e e ,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 6 (DEL) Alkane: Cyclic3.77 Concentration Rank 19

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

3.77 43.12 ug/L 914737 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 833 (3.769 min): VV018523.D (-819) (-) m/z 56.10 100.00%
56 p
5000 41 69
37| | 51 | 6165 | 7377 8|4 3.40 3.60 3.80 4.00 4.20
Obrrrrrreprrmprrreprrrs e m/z 41.10 50.96%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 n
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
28 a1 m/z 69.10 42 .89%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.05 25.83%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1505: Propane, 2-cyclopropyl-
56 3.40 3.60 3.80 4.00 4.20
41 m/z 39.10 21.71%
5000
0 :‘L\S . 37\\ ‘ 5\1\“ | 65\ 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 58

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

6.79 3.23 ug/L 68598 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 72
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1773 (6.791 min): VV018523.D (-1761) (-) m/z 43.10 100.00%
48
71
5000 57
85
| 99 6.40 6.60 6.80 7.00 7.20
A e = = ORISR HI i M LM IS I N m/z 71.10 59.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
5000 57 1 g
6.40 6.60 6.80 7.00 7.20
29 m/z 70.10 56.80%
. w T e 128
RS A IR SRR RN LR UL LR RN R AR RS BN LA S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 57 71 m/z 57.10 49.64%
27 85
0 2 15 99 113
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7657: Pentane, 2,3,3-trimethyl-
43 6.40 6.60 6.80 7.00 7.20
m/z 41.05 36.19%
5000
57 71
27 85
0"W”'W”'W””I””I””I””I””I””P'”P'E%'”P'”P”'P”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 60

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

6.94 2.98 ug/L 63299 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 94
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 64
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 52
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 43

Abundance Scan 1819 (6.939 min): V\V018523.D (-1808) (-) m/z 57.05 100.00%
43 g7
5000
70
114 6.60 6.80 7.00 7.20
o...,....,....,....|i....??-.”:,....-!'....,.8.4..,...!,....,..'..,.. m/z 43.10  86.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7632: Heptane, 2-methyl-
43 57
5000
29 0 6.60 6.80 7.00 7.20
99 m/z 41.10 52 .39%
114
o - S | 0 .2 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57
6.60 6.80 7.00 7.20
5000 m/z 42.05 40.14%
29
o 15 37 51, 63 77 85091 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43 57 6.60 6.80 7.00 7.20

m/z 70.05 23 .85%

5000
29 70 99
15 || s7l| siles | e | 114
S = 1 S -

m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 59

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

7.10 3.22 ug/L 68263 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 78
2 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 72
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 64
4 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 1869 (7.100 min): V\V018523.D (-1861) (-) m/z 43.10 100.00%
43 57
85
5000
| 50| 70 6.80 7.00 7.20 7.40
o N [ m/z 57.10 88.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
6.80 7.00 7.20 7.40
29 m/z 85.05 79.89%
oL 15 s e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
6.80 7.00 7.20 7.40
5000 m/z 41.05 58.18%
85
57
71
o 27 35 | 50 113 128
UL IR UL IR UL IR UL IR UL I SRS BRRE SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3976: Hexane, 2-methyl-
43 6.80 7.00 7.20 7.40
m/z 56.10 52.96%
5000 P
57
29 ‘
ol 15 || loso | mogg | 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 2,4,4-Trimethyl-1-pentanol Concentration Rank 43

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

7.28 7.75 ug/L 216294 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol 130 C8H180 016325-63-6 50
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 43
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 43
4 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 43
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 43

Abundance Scan 1925 (7.280 min): VV018523.D (-1912) (-) m/z 57.05 100.00%
57
5000 a1 97
it 112
7.00 7.20 7.40 7.60
o..,....,....,....|i!|..?9'..:,...-.'!....,E.‘?..,....-,....,!'...,....,... m/z 56.10 46.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13742: 2,4,4-Trimethyl-1-pentanol
57
5000
41 7.00 7.20 7.40 7.60
97 m/z 97.10 43.66%
29 73
ol 15 1. 1l| 50 65| 83 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
700 720 7.40 7.60
5000 m/z 55.10 41 _39%
41
29 71
o 48 78 85 95 113 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12705: Heptane, 2,2-dimethyl-
57 7.00 7.20 7.40 7.60
m/z 41.05 38.00%
5000 41
29 71
‘ ‘ ‘ 113
O”I””I”Jh”'Wl”W”LIP”'P'”P'”I“”I”'W”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 52

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

7.59 5.67 ug/L 158228 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Octane 114 C8H18 000111-65-9 91
3 Octane 114 C8H18 000111-65-9 81
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 78
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72

Abundance Scan 2022 (7.592 min): VV018523.D (-2010) (-) m/z 43.10 100.00%
43
5000 57 85
71
114 7.20 7.40 7.60 7.80 8.00
o..,....,....,....|iI:..??-.'I.,.‘?“?.'!....,.!.-.,....,....,..'..,.. m/z 85.10 50.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Octane
43
5000
29 57 g5 7.20 7.40 7.60 7.80 8.00
71 m/z 41.05 48.05%
ol 15 \“ 7| s e | ‘ 14
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
7.20 7.40 7.60 7.80 8.00
5000 m/z 57.10 43.43%
57
29 71 85
0 37 51 64 114
UL NI SR I LRI UL UL UL UL S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7620: Octane
43 7.20 7.40 7.60 7.80 8.00
m/z 71.10 30.52%
5000
57
- 71 85
05y ""I"J'I"'”Jl*"?%J"I'§$'lk"'l' "'I""I""I++?'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Cyclic8.31 Concentration Rank 64

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

8.31 2.74 ug/L 76369 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 68

Abundance Scan 2245 (8.309 min): VV018523.D (-2236) (-) m/z 83.10 100.00%
a3
55
5000
4l 112 N
| 6|7 27 8.00 820 8.40 8.60
SRR M TN 1 SRR N NSRS Afor 1SS FHSS m/z 55.05 69.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6669: Cyclohexane, ethyl-
83
55
5000
41 8.00 8.20 8.40 8.60
112 m/z 82.05 48.77%
27 67
0 - NN Y T N NP A T/ N N,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83
55 800 820 840 8.60
5000 " m/z 41.10 32.81%
112
29 & 77 97
e S LA R A RS LS LR RS RS AL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6668: Cyclohexane, ethyl-
83 8.00 8.20 8.40 8.60
55 m/z 112.10 26 .44%
5000
41
. 112
S S [ 0 2 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 63

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

8.68 2.78 ug/L 77706 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
2 Octane. 4-methvl- 128 C9H20 002216-34-4 68
3 Dichloroacetic acid. 4-methvlpen... 212 C8H14C1202 1000282-43-7 64
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64

Abundance Scan 2361 (8.682 min): VV018523.D (-2354) (-) m/z 43.10 100.00%
a3
5000 57 71 o

113 8.40 8.60 8.80 9.00
.w”.w””,nnu=”“m:“”J:HWH:Wnﬂﬁnnﬁu”“3??”.“”.“ m/z 71.10 44.29%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000 85
57 8.40 8.60 8.80 9.00
2 1 m/z 57.10 43.79%
s w‘ L e s
o L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
8.40 8.60 8.80 9.00
5000 m/z 41.10 39.33%
29 5 711 s

98 113 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #71580: Dichloroacetic acid, 4-methylpentyl ester N
43 8.40 8.60 8.80 9.00
m/z 85.10 35.96%
5000 71
55 84
2 b 142
o N N L e MUt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00

SOMVLM092920WMA .M Fri Oct 02 12:40:09 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 33

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

9.22 12.95 ug/L 361646 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 74
4 Octane 114 C8H18 000111-65-9 64
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59

Abundance Scan 2528 (9.218 min): VV018523.D (-2522) (-) m/z 43.10 100.00%
43 57
5000 g5
71
|| “ 64 | 9 128 8.80 9.00 9.20 9.40 9.60
o} NN S O 1 | S| o/ 4 S . m/z 57.10 87.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43
57
5000
29 8.80 9.00 9.20 9.40 9.60
71 85 m/z 41.05 50.34%
o sl el | % g3 18
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10 36.67%
29 71 8
15 50 9 128
G R R R RS RS AR RAARS RARRS RRRAN LRSS LRSS SRS BAAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
43 57 8.80 9.00 9.20 9.40 9.60
m/z 71.05 28 .53%
5000
- 71 85
XSO SUH O N T A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 45

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

9.50 6.79 ug/L 189668 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 46
2 Nonane 128 C9H20 000111-84-2 43
3 Dichloroacetic acid. nonvl ester 254 C11H20CI1202 083004-99-3 43
4 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 43
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43

Abundance Scan 2616 (9.501 min): V\V018523.D (-2585) (-) m/z 57.05 100.00%
43
5000 97
71 85
126 9.20 9.40 9.60 9.80
ol A M m/z 43.10 69.08%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98

9.20 9.40 9.60 9.80
m/z 41.05 47 .19%

29 o
14 || ] J‘ N 113 142

m/z--> 20 40 80 100 120 140 160 180 200
Abundance

o

43

57 9.20 9.40 9.60 9.80
5000 m/z 55.10 43.78%

29
71 85
9 113 128
Ot T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance . Di i i

#105074: Dichloroacetic acid, nonyl ester R e e e e

48 56 4o 920 940 960 980
m/z 97.10 38.15%
83
5000 98
29

0 | \L‘\ Al J‘\‘J | 111 1% 141 155 171 106

S [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

9.73 5.07 ug/L 141670 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 93
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 90
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 87
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 87
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 86

Abundance Scan 2687 (9.730 min): VV018523.D (-2680) (-) m/z 57.10 100.00%
g7
71
43
5000
113
96 125 140 9.40 9.60 9.80 10.00
o..,....,....,..3.6.|,!...,.I.'-,...|.|l:...,'::'..,..!.,....,.||...,..'..,....,....,. m/z 71.10  70.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
9.40 9.60 9.80 10.00
29 a5 113 m/z 43.10 53.90%
ol 15 I 50“ o 9r | 127 142
mz-> 10 20 30 4'0 A il Y N i
Abundance
57
71
9.40 9.60 9.80 10.00
5000 43 m/z 41.10 44 55%
29 113
ol 8 g9 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57 9.40 9.60 9.80 10.00
43 m/z 56.10 30.21%
5000 29 i
113
0 \ NIl 8? 99 4 127 142
m/z--> 10 20 30 40 55 60 fo 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Cyclic9.82 Concentration Rank 46

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

9.82 6.78 ug/L 189200 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 81
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 76
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 68
4 Cvclohexane. (l-methvlethvl)- 126 C9H18 000696-29-7 62
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59

Abundance Scan 2715 (9.820 min): VV018523.D (-2697) (-) m/z 83.10 100.00%
55 83
41
5000
n 126
97 109 | 9.60 9.80 10.00 10.20
0 ..,....,....,....|i!...,'=|! :,‘?.3-.‘."!...-.-,|.!'..,..'.'.",....',:'...,.:.'.,....1,‘.‘.2.., m/z 55.10 83.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000 41 RN U RN SN IR
7 9.60 9.80 10.00 10.20
m/z 41.10 60.68%
27 126
0 'w'%?w"jh"'hlt'w'wyw"”h'“'f'h'l“g?l“'}ﬁ%"w"'w"'v"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
" '9.60 9.80 10.00 10.20
5000 41 m/z 82.05 60.03%
27 67 126
ol 15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl-
83 9.60 9.80 10.00 10.20
55 m/z 57.10 52.56%
5000
41
126
29 67
o S TS N A . O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
10.04 4_.36 ug/L 121780 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 53
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
5 Decane 142 C10H22 000124-18-5 50
Abundance Scan 2784 (10.042 min): VV018523.D (-2775) (-) m/z 57.10 100.00%
57
43
5000
71 g5 98
|‘ | || 112 142 9.80 10.00 10.20 10.40
o} N AW | VS | | S & m/z 43.10 67.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000
9.80 10.00 10.20 10.40
g, m/z 41.10 34 .70%
0 A Ll 98 113 127 150
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
9.80 10.00 10.20 10.40
5000 43 m/z 56.05 28.12%
29 71 %8
o 85 113 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19192: Octane, 2,3-dimethyl-
57 9.80 10.00 10.20 10.40
m/z 98.10 25.29%
43
5000
98
29 71
0 M‘ Ll |, 7885 113 127 142
FRNUNRIRA RIS UL NI AL IR IR LIS BN BARA SARAN LARSE BRRAN B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.49 ug/L 182694 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 74
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 59
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 50
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 47
Abundance Scan 2805 (10.109 min): VV018523.D (-2791) (-) m/z 57.10 100.00%
57
43
5000 71
98
9.80 10.00 10.20 10.40
142
o..,....,....,....',!...,.~.|.':,....',....,?.3..,...l'.....1,?.2..,.1.22“3.,....,:...,. m/z 43.10 58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19166: Nonane, 4-methyl-
43 57
71
5000
9.80 10.00 10.20 10.40
29 98 m/z 71.10 39 .55%
85
0..“%§.“.Jj“..ﬁl:.q.ﬂlh...q:.”,.J”,..”h..”%%?”,.}?Z..”f??”,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
a3
9.80 10.00 10.20 10.40
5000 m/z 70.10 38.57%
71
29 08
ol 85 112 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19208: Heptane, 2,3,4-trimethyl-
3 57 9.80 10.00 10.20 10.40
m/z 41.10 28.63%
5000 71
29
99
O'W“'E{mh””w'”PA“'”W”'WﬁiP'JP“'P“W'”W””I””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.14 10.12 ug/L 529997 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.7.7-Tetramethvloctane 170 C1l2H26 001071-31-4 59
2 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 53
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
4 Octane. 2.2-dimethvl- 142 C10H22 015869-87-1 53
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 53
Abundance Scan 2815 (10.141 min): VV018523.D (-2808) (-) m/z 57.10 100.00%
57
5000
43
71
85
I‘ 99 9.80 10.00 10.20 10.40

.,....,....',.'...,.~...-,...-.',....,..|..,...!',....1,1.1...,..1.2]7,....1f‘.1...,....,.. m/z 56.10 41.44%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38353: 2,2,7,7-Tetramethyloctane
57
5000
41 9.80 10.00 10.20 10.40
0
29 1 85 0 m/z 43.10 33.77%
" i Il l ‘ \ 112 155
O T T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
9.80 10.00 10.20 10.40
5000 a1 m/z 41.10 29.47%
29 71
113
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12733: Pentane, 2,2,3,4-tetramethyl-
57 9.80 10.00 10.20 10.40
m/z 71.10 25.59%
43
5000
29 71 85
0 L, ‘ ‘ 97 113 128
T T T e e e e T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.38 158.78 ug/L 8318190 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 90
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
Abundance Scan 2889 (10.379 min): VV018523.D (-2873) (-) m/z 91.05 100.00%
q1
5000
120
65 10.00 10.20 10.40 10.60
39 105
Ol et e e perraeen || M/z 120.10 23 65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000 AU AU SUNILE I
10.00 10.20 10.40 10.60
65 120 m/z 92.10 10.90%
39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.00 10.20 10.40 10.60
5000 m/z 65.05 10.65%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91 10.00 10.20 10.40 10.60
m/z 78.10 6.51%
5000
120
0 3\9 ] 6‘5 Il ‘ 105
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.48 720.05 ug/L 37721300 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 2920 (10.479 min): VV018523.D (6-2905) ) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 10.20 10.40 10.60 10.80
Oy et e i 188 1 777120.10  33.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.20 10.40 10.60 10.80
o1 m/z 91.10 13.59%
18 27 39 Slgg65 Al
e R A R LA LS RARRS RRRAN AR SARAN NARSS SRR RARRI BRSS!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 77.05 12.73%

120

15 27 39 51gges 7 9%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-

105 10.20 10.40 10.60 10.80

m/z 106.10 9.58%
5000
120
39 77 91
SO M. A 8

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.57 341.93 ug/L 17912800 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 2948 (10.569 min):W018523.D(—293d§3) ) m/z 105.10 100.00%
105
5000 120
77 91 050 10040 1060 1080
39 51 65 10.20 10.40 10.60 10.80
Ol St e b S8 ML B 127 77 120.10 51, 13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105
120
5000
10.20 10.40 10.60 10.80
. m/z 119.10 13.19%
39 91
0"|"“|"%?l'"Jﬁ"'?%'ﬁﬁ'§?'|'“*l""|“"|”*l'w'““ﬂ"'w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 w"“lﬁ\w'“'l“'w'
10.20 10.40 10.60 10.80
5000 m/z 77.05 12.90%
77
o 15 2 39 51 5 65 N o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 10.20 10.40 10.60 10.80
m/z 91.05 10.96%
120
5000
39 7 91
k. RO NSO NN S
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\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.72 11.17 ug/L 585026 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 5-Nonanone 142 C9H180 000502-56-7 59
3 5-Nonanone 142 C9H180 000502-56-7 59
4 3-Buten-2-ol. 2.3-dimethvl- 100 C6H120 010473-13-9 50
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 47
Abundance Scan 2995 (10.720 min): VV018523.D (-2986) (-) m/z 57.10 100.00%
g7
5000
41
127 142 10.40 10.60 10.80 11.00
69 100 : : : :
I | ,....',..7..7,...'.,....,-....1,1.1..1.1,?..'.,....,I...,l.“?f‘.,. m/z 85.10 94.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000
41 10.40 10.60 10.80 11.00
142 m/z 41.10 34.27%
ol 15 2l 09 77 | 100109 Ler
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 150 160
Abundance
57
85
10.40 10.60 10.80 11.00
5000 99 A m/z 58.10 24 _76%
|1 71 100 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19926: 5-Nonanone
57 85 10.40 10.60 10.80 11.00
m/z 142_.10 16.24%
5000
29 41
142
0 15 ‘\ ‘ | 7\1 ! 1(\)0 13 127
m/z--> 10 20 30 45 50 éo 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.76 175.84 ug/L 9211700 1,4-Dichlorobenzene-d4 11.28
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. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3007 (10.759 min): VV018523.D (-2999) (-) m/z 105.10 100.00%
105
5000
120
91
39 51 -, 65 ‘ 10.40 10.60 10.80 11.00
Ol e 28 e el S8 WL M3 139 Ths77120.10  30.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
o1 m/z 91.05 12.33%
oJ 15 21 39 Sieges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.10 12.06%

120

39 7 9
o 21 51 5g 65 84 98 | 113

mmﬁwmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9429: Benzene, 1-ethyl-4-methyl-
1

10.40 10.60 10.80 11.00
m/z 79.10 9.32%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.94 787.58 ug/L 41258600 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
Abundance Scan 3063 (10.939 min): VV018523.D (-3043) (-) m/z 105.10 100.00%
105
5000 120
39 51 65 7|7 a | 155 10.60 10.80 11.00 11.20
Obrrprrreprrrrrreterrefitrtpierpret e bl 237 285 Tm/z 120.05  50.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9402: Mesitylene
105
120
5000
10.60 10.80 11.00 11.20
m/z 77.10 14.88%
27 39 51 ¢ 7 O
0'W””P”””Jﬁ”WMJH“W”JM”J””PHW““ﬁ”W””P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 119.10 14 .00%
ol 15 27 39 51 g (7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 10.60 10.80 11.00 11.20
m/z 91.05 12.69%
5000 120
77
0 'w'%?'v'?zl“'??'“'?f"w'ﬁé'v"h“'“'7%'“|'hl'v'wjf“"|"“|"'w""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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, (2-methylpropyl)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.08 14.68 ug/L 769085 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 90
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 3107 (11.080 min): V\V018523.D (-3091) (-) m/z 91.10 100.00%
q1
5000
134
43 65 10.80 11.00 11.20 11.40
51 77 115
O prrrrprrre et et 23 b 24 - Tm/z 92.10  54.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14850: Benzene, (2-methylpropyl)-
91
5000
10.80 11.00 11.20 11.40
65 134 m/z 134.10 27 .72%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
91
110,80 11.00 11.20 1140
5000 m/z 65.05 11.94%
134
43 65
15 27 51 77 103 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14849: Benzene, (2-methylpropyl)- L R L R
91 10.80 11.00 11.20 11.40

m/z 43.05 9.79%

5000
134

2 s Pomo | asus |
Ol e et e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzeneacetaldehyde, 4-methyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
11.11 12.45 ug/L 652319 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 80
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 80
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 80
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 72
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 72

Abundance Scan 3116 (11.109 min): VV018523.D (-3112) (-) m/z 105.10 100.00%
105
5000
77 134 10.80 11.00 11.20 11.40
51 - : -
O ok S ST Wl M8 126 | 182 75713410 13.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15344: Benzeneacetaldehyd%, 4-methyl-
105
5000 "|""|'¢$'|""|""|
77 134 10.80 11.00 11.20 11.40
29 91 m/z 77.10 10.30%
39 51 63 ‘
0"w'%?|"ht'“*h“"N“"Hh“w"'h"“\k“'|J“'|E%§v"w'““l"“l'“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
'AP'”I”'W'”AP'ﬁﬁ
10.80 11.00 11.20 11.40
5000 m/z 79.10 9.38%
134
o 15 27 39 51 65 791 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 /\
Abundance #14848: Benzene, (1-methylpropyl)- e EEEEREERa L ../,\
105 10.80 11.00 11.20 11.40

m/z 106.10 9.00%

5000

/

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 30 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.36 177.70 ug/L 9309360 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 3194 (11.360 min): VV018523.D (-3184) (-) m/z 105.10 100.00%
105 ﬂ
5000 120
79
39 51 65 11.00 11.20 11.40 11.60
Obreprrreprrrrprryrereprrt et e el 2L 198 Tn777120.10  43.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 AL A AL A
11.00 11.20 11.40 11.60
m/z 77.05 12 _.34%

o

39 51 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105

120 11.00 11.20 11.40 11.60
5000 m/z 91.10 10.17%

15 27 39 51 e (T 91
04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9421: Benzene, 1,2,4-trimethyl-

11.00 11.20 11.40 11.60
m/z 119.10 9.96%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
11.49 6.48 ug/L 339684 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 93
2 Decane. 3-methvl- 156 C11H24 013151-34-3 50
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 38
4 Octane. 2-methvl- 128 C9H20 003221-61-2 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 3234 (11.489 min): VV018523.D (-3226) (-) m/z 57.10 100.00%

5000

11.20 11.40 11.60 11.80

01 m/z 71.10 82.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28436: Decane, 3-methyl-
57
43
71
5000
29 85 11.20 11.40 11.60 11.80
m/z 43.10 64 .80%
127
o o] %8 112 7T 140 156
L o o L e e N B S5 B i w o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 n
11.20 11.40 11.60 11.80
5000 g5 m/z 85.10 59.81%
29
126
14 98 112 156
Ot T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48836: Nonane, 5-butyl-
43 57 T 11.20 11.40 11.60 11.80
m/z 41.10 57.93%
85
5000
126
29
0 \‘ Al M\ e 9\? 112 140 154 184
LI o o o o B A B e e N A N RARE S REEES S
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, 1,2-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.57 62.16 ug/L 3256620 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 76
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 76
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 70
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 70

Abundance Scan 3259 (11.569 min): VV018523.D (-3244) (-) m/z 105.05 100.00%

105 119

5000

39 51 65 11.20 11.40 11.60 11.80

154 166

o} m/z 119.05 93.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14837: Benzene, 1,2-diethyl-
105 419
5000 9 134
11.20 11.40 11.60 11.80
77 m/z 117.10 46 .64%
27 39 51 65
s T L T 1l
Obrrrrer T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
105 119
11.20 11.40 11.60 11.80
5000 134 m/z 134.10 44 _.96%

91
77

39

o 15 27 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #14841: Benzene, 1,4-diethyl-

105 119 11.20 11.40 11.60 11.80
m/z 91.10 30.26%
5000 134
91
27 41 51 65 7‘7 |

S N N U I V| N | NN SE———

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 33 Benzene, 1l-methyl-3-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.60 86.22 ug/L 4516560 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 91
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 90
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 90
Abundance Scan 3269 (11.601 min): VV018523.D (-3263) (-) m/z 105.10 100.00%
105
5000
134
77 91 11.20 11.40 11.60 11.80 12.00
39 65
o...,....,....,....-,....‘?.1...,.'.-..,...':',....,'!...,.'.!.,.1.1.“?,.1.2.‘?,..|~..,....1,“.3.2..,.. m/z 134.10 22.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
5000
11.20 11.40 11.60 11.80 12.00
134 m/z 106.10 14.81%
. 27 ® ;1 e 11 S0 me
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.20 11.40 11.60 11.80 12.00
5000 m/z 77.10 9.72%
134
15 27 39 51 65 7 9% 119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14859: Benzene, 1-methyl-4-propyl-
5

11.20 11.40 11.60 11.80 12.00
m/z 91.10 7.27%

5000

134
115 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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, 1,3-diethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.09 ug/L 371290 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 3322 (11.771 min): VV018523.D (-3313) (-) m/z 105.10 100.00%
119
5000 134
91
77
39 51 65 | ‘ | || 154 11.40 11.60 11.80 12.00
Obrrprrrrprrrrrrreebprreeflid b prste it b et || MZz 119.10  83.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14837: Benzene, 1,2-diethyl-
105 9
5000 91 134
11.40 11.60 11.80 12.00
77 m/z 134.10 47 .38%
27 39 51 65 ‘
0 "|'1'"5'|"""l"'"l""'i‘*""'l“""l"‘l‘l""‘l*"'w*‘-l'l"‘*"l“"|""'|""|""|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
11.40 11.60 11.80 12.00
5000 134 m/z 91.05 32.27%

27 39 51 g5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl-

11.40 11.60 11.80 12.00
m/z 117.10  20.34%

5000

m/z--> 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\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.81 31.92 ug/L 1672250 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 96
3 Undecane 156 C11H24 001120-21-4 93
4 Undecane 156 C11H24 001120-21-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3334 (11.810 min): VV018523.D (-3326) (-) m/z 57.10 100.00%
43 97
5000 71
85
98 113 156 11.40 11.60 11.80 12.00 12.20
ol el S 137189 TUPA66 | Thnzz 43.10  84.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28421: Undecane
43 57
5000 71
a5 11.40 11.60 11.80 12.00 12.20
29 m/z 71.10 51.83%
miz--> 20 40 60 80 100 120 140 160
Abundance
57
43
n 11.40 11.60 11.80 12.00 12.20
5000 m/z 41.10 42 _.57%
85
29
o 14 98 113 127 156
mz> 20 40 60 8 100 120 140 160
Abundance #28423: Undecane R
43 57 11.40 11.60 11.80 12.00 12.20
m/z 85.10 31.50%
5000 1 g
29
olas L L s gy 1
m/z--> 20 40 60 80 100 120 140 160 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, 1l-methyl-4-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.84 37.92 ug/L 1986580 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 3343 (11.839 min): VV018523.D (-3339) (-) m/z 105.10 100.00%
105
5000
134
77 91 11.60 11.80 12.00 12.20
39 51 65 115
o..,....,....,....',....,-....,.~.-..,...':',....,':...,.':!.,..-..',.1.2.“?,..|~..,....,1.?f‘.,.. m/z 134.10 23.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.60 11.80 12.00 12.20
27 134 m/z 77.10 10.51%
15 27 3 st es U O | s
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.60 11.80 12.00 12.20
5000 m/z 106.10 9.45%
134
ol 15 27 3 51 65 w9 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14862: Benzene, 1-methyl-2-propyl-
105 11.60 11.80 12.00 12.20

m/z 91.10 8.35%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 37 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.94 74.44 ug/L 3899420 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3374 (11.939 min): VV018523.D (-3362) (-) m/z 119.10 100.00%
119
5000
134
77 S 105 11.60 11.80 12.00 12.20
39 51 65 | | | 154 168 . . . )
oS ¥ RS VSHE SRS MRS SR | SN M5 LA m/z 134.05 32.11%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.60 11.80 12.00 12.20
m/z 91.05 17.06%
15 2‘7 3‘9 51 65 7‘7 91 105 g
o) M S N ‘..“a‘. P P N P N
mz-> 0 20 40 60 80 100 120 140 160
Abundance
119
11.60 11.80 12.00 12.20
5000 m/z 105.05 13.20%
91 105 134
15 27 39 51 65 "
e L S L L UL B LA UL B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119 11.60 11.80 12.00 12.20
m/z 120.10 9.80%
5000 134
91 105
m/z--> 0 20 40 60 80 100 120 140 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.96 70.72 ug/L 3704540 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 94
2 o-Cvmene 134 C10H14 000527-84-4 94
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
4 o-Cvmene 134 C10H14 000527-84-4 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 3381 (11.961 min): VV018523.D (-3378) (-) m/z 119.10 100.00%
119
5000
o 134
39 51 65 77 103 11.60 11.80 12.00 12.20
) S AN U St I M ) N | ot 166 Tm/z 134.10 23.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14809: p-Cymene
119
5000
11.60 11.80 12.00 12.20
o1 134 m/z 91.10 13.09%
. 27 dlst 65 77 | 108 |
mz-> 20 40 60 80 100 120 140 160
Abundance
119
11.60 11.80 12.00 12.20
5000 m/z 120.10 9.49%
134
91
27 4 5 65 77 103
O L S B e o O T, o et
miz--> 20 40 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 11.60 11.80 12.00 12.20
m/z 117.10 7.10%
5000
134
s 0n e T
ob—t——rlo e by g gl
m/z--> 20 40 60 80 100 120 140 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 39 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.04 151.98 ug/L 7961680 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3406 (12.042 min): VV018523.D (-3393) (- m/z 119.10 100.00%
119
5000
134
39 51 65 77 9|1 105 11.80 12.00 12.20 12.40
O et e bl - m/z 134.100 29.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.10 16.21%
o s 27 % 51 e 71 % 105
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 120.05 10.11%
91 134
s 27 3 51 65 105
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 105.05 8.90%
5000
134
2 15 27 % 51 65 77 9a 05 |
0 S N RO—— ||||‘|‘||| |‘|‘|| S S F— |‘i|| ||‘i‘| SR A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 40 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.17 37.86 ug/L 1983140 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 92
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 90
3 o-Cvmene 134 C10H14 000527-84-4 78
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 76
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 76

Abundance Scan 3446 (12.170 min): VV018523.D (-3428) (-) m/z 119.05 100.00%
119
105
5000
-7 oL 134 148
39 51 65 66 11.80 12.00 12.20 12.40
0 1 m/z 105.10 78.23%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 11.80 12.00 12.20 12.40
0
o 77 105 m/z 106.10 30.88%
15 27 39 51 | L1l
e B o e R e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 91.10 30.76%
134
, 15 27 3 51 e 77 % 105
(O o T e e e T T L T e ST
miz--> 0 20 40 6 80 100 120 140 160
Abundance #14811: o-Cymene
119 11.80 12.00 12.20 12.40
m/z 134.10 26.70%
5000
134
91
0 27 5} 6? ?7 ‘ 103 )
mz-> 0 20 40 60 80 100 120 140 160 | | 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 41 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.28 13.56 ug/L 710160 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 96
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 95
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 93
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 86
5 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 83

Abundance Scan 3480 (12.279 min): VV018523.D (-3467) (-) m/z 133.10 100.00%
119143
5000 148
91
41 g7 105
&7 67 12.00 12.20 12.40 12.60
ol L m/z 119.10 80.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119133
5000
o1 148 12.00 12.20 12.40 12.60
105 m/z 148.10 40.17%
77
51
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119133
12.00 12.20 12.40 12.60
5000 o1 148 m/z 91.05 30.09%
. 77 | 105
. 15 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 12.00 12.20 12.40 12.60
119 m/z 81.10 22.52%
5000 148
. 9 105
0‘15 39 &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 42 o-Cymene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.34 34.81 ug/L 1823840 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 3499 (12.341 min): VV018523.D (-3489) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 105 151 168 12.00 12.20 12.40 12.60
0"I""I""I'"'II""'II""I"'I"I"'I'"I'"'I'"'I'I:l"l"l'l"l""l""'I""I""I""I"" m/z 134.10 29.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000 \fv'\l""l"'/\'l""l""l
134 12.00 12.20 12.40 12.60
2 s m/z 91.10 17.18%
39 51 65 ‘
"|'1"5'|"2"'7|'""l""'i“""|"“"|"'l‘|""‘"" T "H'l""l""'I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 105.10 10.38%
01 134
77 105

15 27 39 51 6

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14812: o-Cymene

119 12.00 12.20 12.40 12.60

m/z 120.10 9.78%
5000
134
91
41 7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 43 (DEL) Alkane: Cyclicl2.40 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
12.40 6.63 ug/L 347457 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 43
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 38
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 38
4 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 35
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 35
Abundance Scan 3517 (12.398 min): VV018523.D (-3508) (-) m/z 83.10 100.00%
83 105
55
41
5000 69
12:00 12.20 12.40 12.60 12.80
o} m/z 105.10 98.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83
55
5000
12.00 12.20 12.40 12.60 12.80
4l 67 m/z 55.10 77.36%
29 ‘ 97 154
i T AN L -3 A A
m/z--> 20 40 80 100 120 140 160
Abundance
55 83
12:00 12.20 12.40 12.60 12.80
5000 a1 m/z 82.10 74 .29%
29 67 154
U }?I L S RN I '?1 '%¥1'|1?§' U DA DU
m/z--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl- e AREREEEEE eSSy e
83 12.00 12.20 12.40 12.60 12.80
m/z 91.10 69.80%
55
5000
41 .
29 154
ol 18 L i o b ST g6 TP
m/z--> 20 40 60 80 100 120 140 160 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 44 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.44 88.85 ug/L 4654490 1,4-Dichlorobenzene-d4 11.28
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 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3530 (12.440 min): VV018523.D (-3520) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 77 oL 12.20 12.40 12.60 12.80
103 : : : :
Ob e e e 180 L0 B 77713410 48.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.20 12.40 12.60 12.80
o1 m/z 91.10 14.97%
0 15 27 3\9\ 5\17 ?5 7\? ‘ ]TQS Ll I
miz--> 20 40 60 80 100 120 140 160
Abundance
119
134 12.20 12.40 12.60 12.80
5000 m/z 120.10 9.74%
21 3% 51 g5 77 N e
L N L UL B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14811: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 133.10 9.66%
5000
134
0 21 \4\1 5\1 6\5 7\7 103 L
mz-> 20 40 60 8 100 120 140 160 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 45 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.49 143.69 ug/L 7527490 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3545 (12.488 min): VV018523.D (-3537) (-) m/z 119.10 100.00%

119

-

5000 134
77 o1 12.20 12.40 12.60 12.80
39 51 65 103 : : : :
Ob et et i 192 168 207 1 gz 134.10  45.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000

12.20 12.40 12.60 12.80
m/z 91.10 16.06%

91
15 27 415165 71 a0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.20 12.40 12.60 12.80
5000 m/z 120.10 10.15%
91
15 27 39 51 65 77 105
TR e B LA o LN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.20 12.40 12.60 12.80
m/z 133.10 8.70%
5000 134

15 27 3? 51 65 77 ﬂl 105
-

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\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 46 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.57 14.10 ug/L 738694 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 91
2 Benzene. 1-methvl-4-(l-methvlpro... 148 C11H16 001595-16-0 90
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 76
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 76
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 76
Abundance Scan 3570 (12.569 min): VV018523.D (-3562) (-) m/z 119.10 100.00%
119
5000
91 148
41 51 65 77 105 133 165 177 12.20 12.40 12.60 12.80
o} m/z 148.15 28.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #14811: o-Cymene

5000
12.20 12.40 12.60 12.80
m/z 91.05 25.64%
27 41 57 65 77
04
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 15.78%
91 148
27 41 51 65 77 105 133

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #14891: Benzene, 1-ethyl-2,4-dimethyl-

12.20 12.40 12.60 12.80
m/z 120.10 12.91%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 47 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
12.61 8.44 ug/L 441990 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 94
2 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 94
3 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 91
4 Benzene. l-ethvl-4-(l1-methvlethvIl)- 148 C11H16 004218-48-8 81
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 80

Abundance Scan 3583 (12.611 min): VV018523.D (-3577) (-) m/z 133.10 100.00%
133
119
5000 148
57 91
41 | o | 1?5 I 70 12.20 12.40 12.60 12.80 13.00
Ol L8O Ll il b A0 TyZz 119,10 60.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
o1 148 12.20 12.40 12.60 12.80 13.00
105 m/z 148.15 41.02%
77
s St % ‘ -
Obr e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance
133
119 12.20 12.40 12.60 12.80 13.00
5000 m/z 57.10 18.51%
148
91 105
15 28 39 51 65 7
L L L B L UL L B I
m/z--> 20 40 80 100 120 140 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 12.20 12.40 12.60 12.80 13.00
119 m/z 91.10 18.20%
5000 148
. 9 105
27 39 51 65 ‘
o .1§| .‘.‘. "|" .“ﬁ‘.l‘l‘. ; "HI . — 'Hw ; ﬁ‘.‘. — - B
m/z--> 20 40 60 80 100 120 140 160 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 48 Benzene, (1,1-dimethylpropyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.64 10.60 ug/L 555135 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 72
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 64
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 53
4 3-Pvridinecarbonitrile. 1.4-dihv... 120 C7H8N2 019424-15-8 53
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50

Abundance Scan 3592 (12.640 min): VV018523.D (-3587) (-) m/z 119.10 100.00%
119
5000
o1 148
65 77 105 12.40 12.60 12.80 13.00
Ol B '! 128137 | 168 “;m/z 120.10 23.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.40 12.60 12.80 13.00
o1 148 m/z 148.10 22 .39%
. 27 s 65 77 T % 1w
miz--> 20 40 60 80 100 120 140 160
Abundance
119
12.40 12.60 12.80 13.00
5000 a1 m/z 91.10 13.08%
41
oL 15 21 51 g5 17 103 133 8
mz-> 20 40 60 80 100 120 140 160
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.10 8.43%
5000
134
27 ﬁg 51 65 77 %1 105 |
0.... ....‘..‘.‘. ‘.‘...“....‘ﬁ‘..‘.‘...‘.........
m/z--> 2'0 4'0 6|O 8|O 1(')0 12'0 14'10 1('30 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 49 1-Phenyl-1-butene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.75 45.74 ug/L 2396090 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 90
4 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 90
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
Abundance Scan 3626 (12.749 min): VV018523.D (-3616) (-) m/z 117.10 100.00%
117
5000
105
a1
39 51 65 /7 148 168 12.40 12.60 12.80 13.00
Ol m/z 132.10 38.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 12.40 12.60 12.80 13.00
m/z 105.10 32.09%
o7 39 S es 77 ‘ 105
0|||||‘||||||“i”||‘ﬁ‘|||“|||‘i||”l“||“|l“|‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 106.10 27 .95%
91
o7 39 51 65 77 105
0 '}?I""I""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 12.40 12.60 12.80 13.00
m/z 115.05 27 .33%
132
5000
91
39 51 65 /7 105
15 27 | Ll
0 ...,.‘...‘,..‘l‘.,‘l..“a”,..‘:.,“l...,.‘l‘.‘.,....,....
m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 50 Spiro[4.-4]nona-1,3-diene, 1... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.82 10.66 ug/L 558495 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.41nona-1.3-diene. 1.2-di... 148 C11H16 1000163-57-6 72
2 Bicvclol4.1.01hept-3-ene. 7.7-di... 148 C11H16 113003-13-7 59
3 Benzene. 1-methoxv-2-(l-methvlet... 148 C10H120 010278-02-1 52
4 Benzenepropanal. .beta.-methvl- 148 C10H120 016251-77-7 50
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 43
Abundance Scan 3648 (12.820 min): de)18523.D (-3638) (-) m/z 105.10 100.00%
105
5000 91 133 148
119
4 51 65 7( | | 167 12.60 12.80 13.00 13.20
Obrrprrrr e irtte e e il b || M7z 148,15 41.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22821: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105 133
148
5000
91 119 12.60 12.80 13.00 13.20
29 m/z 91.05 40.14%
27 3\9\ o1 6\5 ‘ | ! ‘ LI ‘ H
S R B A AR R AR ) RN AR LA LR LA ALK LARAN LR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 133.10 37 .80%
27 o woa
51 65 17 B s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22733: Benzene, 1-methoxy-2-(1-methylethenyl)-
105 133 12.60 12.80 13.00 13.20
148 m/z 119.05 28.32%
5000
77
o7 39 51 g3 ‘ 91 115
0..,...‘.,...a,‘....i‘l‘.‘..,:‘:‘..,.a‘al‘,....‘ﬁ‘....,:‘:l. A2l e PR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.91 149.12 ug/L 7811670 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 64
2 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
4 o-Cvmene 134 C10H14 000527-84-4 50
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 50

Abundance Scan 3676 (12.910 min): VV018523.D (-3655) (-) m/z 119.10 100.00%
149
5000 134
12.60 12.80 13.00 13.20
0 48 10 207 Tm/z 117.05  92.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132
5000
12.60 12.80 13.00 13.20
o 51 66 a ‘ m/z 134.10 40.91%
77 105
0.}i?znb.wﬂ|”.ﬂ“JLWW.”“HWM|”..“..W..”|.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
- 12.60 12.80 13.00 13.20
5000 m/z 132.10 31.81%
91
39 51 65 /7 105
15 27
L U S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117 12.60 12.80 13.00 13.20
m/z 115.05 30.18%
132
5000 91
39 65
15 27 Sﬁ C | 0 |
0 ...|.‘l..|‘..‘l‘.|“l..‘k”lu.‘l.|“l...|.‘l‘.‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 52 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.02 20.31 ug/L 1064100 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 91
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 78
3 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 78
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 72
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 72
Abundance Scan 3710 (13.019 min): VV018523.D (-3703) (-) m/z 119.10 100.00%
119
5000
o1 148
39 51 65 77 105 12.80 13.00 13.20 13.40
Ol b bl 435 | 165 182 207 nz57948 10 20.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
o1 148 m/z 91.10 12.56%
oz saes T TS g
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.80 13.00 13.20 13.40
5000 91 m/z 120.10 10.79%
41
o)1 21 5 gg |/ 103 133
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119 12.80 13.00 13.20 13.40
91 m/z 77.05 6.40%
5000
41 77 148
- W Y
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 V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 53 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
13.07 6.62 ug/L 346541 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 94
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 94
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 76
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 55
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 43
Abundance Scan 3726 (13.070 min): VV018523.D (-3719) (-) m/z 104.10 100.00%

104
132
5000
57
o1 115
43 71
162 12.80 13.00 13.20 13.40
o = al 184 Tm/z 132.10 48.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104
132
5000 91

12.80 13.00 13.20 13.40
m/z 57.10 38.72%

117
15 27 3 5 % T |
o e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
12.80 13.00 13.20 13.40
5000 91 132 m/z 91.10 35.79%
117
o7 39 51 65 78
O T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104 12.80 13.00 13.20 13.40
m/z 115.10 28.70%
5000 91 132
28 39 51 65 78 115
0.}?wﬂaJ“.WuHW.w,”w.JL.H,NW.,”..,.”.,.”
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092920\
Data File : VV018523.D

Aca On : 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.92a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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 57 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.82 ug/L 147680 1,4-Dichlorobenzene-d4 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 46
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 41
5 Decane, 2-methyl- 156 C11H24 006975-98-0 38
Abundance Scan 3906 (13.649 min): VV018523.D (-3894) (-) m/z 57.10 100.00%
g7
71
5000

146 162 13.40 13.60 13.80 14.00

0! m/z 71.10 61.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl-
57
43 71
5000
13.40 13.60 13.80 14.00
29 112 m/z 133.10 49 .66%
S - 2 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 13.40 13.60 13.80 14.00
43 / 43.10 48.62%
5000 m/z - -62%
29
113
0 85 99 127 142
L L o o e LB e e i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6—dimethy|— B B L L L L
57 13.40 13.60 13.80 14.00
71 m/z 41.05 40.92%
5000 43
29 . 113
0 \‘ \‘\ 118 [l \\5 99 | 127 142
L BB o e e e ML B e e e N BRI e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092920\
Data File : VV018523.D

Acq On > 29 Sep 2020 17:53

Operator : SY/MD

Sample : L4109-18

Misc : 5.929/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .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]
(DEL) Alkane: Str... 2.53 34.2 ug/L 725772 1 5.64 1060570 50.0
(DEL) Alkane: Str... 2.76 57.9 ug/L 1227760 1 5.64 1060570 50.0
(DEL) Alkane: Str... 3.04 193.2 ug/L 4098900 1 5.64 1060570 50.0
(DEL) Alkane: Str... 3.55 12.5 ug/L 265762 1 5.64 1060570 50.0
(DEL) Alkane: Str... 3.68 8.2 ug/L 172801 1 5.64 1060570 50.0
(DEL) Alkane: Cyc... 3.77 43.1 ug/L 914737 1 5.64 1060570 50.0
(DEL) Alkane: Str... 6.79 3.2 ug/L 68598 1 5.64 1060570 50.0
(DEL) Alkane: Str... 6.94 3.0 ug/L 63299 1 5.64 1060570 50.0
(DEL) Alkane: Str... 7.10 3.2 ug/L 68263 1 5.64 1060570 50.0
2,4,4-Trimethyl-1_._. 7.28 7.8 ug/L 216294 2 8.87 1395940 50.0
(DEL) Alkane: Str... 7.59 5.7 ug/L 158228 2 8.87 1395940 50.0
(DEL) Alkane: Cyc... 8.31 2.7 ug/L 76369 2 8.87 1395940 50.0
(DEL) Alkane: Str... 8.68 2.8 ug/L 77706 2 8.87 1395940 50.0
(DEL) Alkane: Str... 9.22 12.9 ug/L 361646 2 8.87 1395940 50.0
(DEL) Alkane: Str... 9.50 6.8 ug/L 189668 2 8.87 1395940 50.0
(DEL) Alkane: Str... 9.73 5.1 ug/L 141670 2 8.87 1395940 50.0
(DEL) Alkane: Cyc... 9.82 6.8 ug/L 189200 2 8.87 1395940 50.0
(DEL) Alkane: Str... 10.04 4.4 ug/L 121780 2 8.87 1395940 50.0
(DEL) Alkane: Str... 10.11 3.5 ug/L 182694 3 11.28 2619340 50.0
(DEL) Alkane: Str... 10.14 10.1 ug/L 529997 3 11.28 2619340 50.0
Benzene, propyl- 10.38 158.8 ug/L 8318190 3 11.28 2619340 50.0
Benzene, l-ethyl-._.. 10.48 720.0 ug/L 37721300 3 11.28 2619340 50.0
Mesitylene 10.57 341.9 ug/L 17912800 3 11.28 2619340 50.0
4-Heptanone, 2,6-... 10.72 11.2 ug/L 585026 3 11.28 2619340 50.0
Benzene, l-ethyl-_... 10.76 175.8 ug/L 9211700 3 11.28 2619340 50.0
Benzene, 1,2,3-tr... 10.94 787.6 ug/L 41258600 3 11.28 2619340 50.0
Benzene, (2-methy... 11.08 14.7 ug/L 769085 3 11.28 2619340 50.0
Benzeneacetaldehy... 11.11 12.4 ug/L 652319 3 11.28 2619340 50.0
Benzene, 1,2,4-tr... 11.36 177.7 ug/L 9309360 3 11.28 2619340 50.0
(DEL) Alkane: Str... 11.49 6.5 ug/L 339684 3 11.28 2619340 50.0
Benzene, 1,2-diet... 11.57 62.2 ug/L 3256620 3 11.28 2619340 50.0
Benzene, l-methyl... 11.60 86.2 ug/L 4516560 3 11.28 2619340 50.0
Benzene, 1,3-diet... 11.77 7.1 ug/L 371290 3 11.28 2619340 50.0
(DEL) Alkane: Str... 11.81 31.9 ug/L 1672250 3 11.28 2619340 50.0
Benzene, 1l-methyl... 11.84 37.9 ug/L 1986580 3 11.28 2619340 50.0
Benzene, 2-ethyl-... 11.94 74_.4 ug/L 3899420 3 11.28 2619340 50.0
p-Cymene 11.96 70.7 ug/L 3704540 3 11.28 2619340 50.0
Benzene, l-ethyl-... 12.04 152.0 ug/L 7961680 3 11.28 2619340 50.0
Benzene, l-ethyl-_.. 12_.17 37.9 ug/L 1983140 3 11.28 2619340 50.0
Benzene, 1,3-diet... 12.28 13.6 ug/L 710160 3 11.28 2619340 50.0
o-Cymene 12.34 34.8 ug/L 1823840 3 11.28 2619340 50.0
(DEL) Alkane: Cyc... 12.40 6.6 ug/L 347457 3 11.28 2619340 50.0
Benzene, 1,2,4,5-... 12.44 88.8 ug/L 4654490 3 11.28 2619340 50.0
Benzene, 1,2,3,4-_... 12.49 143.7 ug/L 7527490 3 11.28 2619340 50.0
Benzene, l-methyl... 12.57 14.1 ug/L 738694 3 11.28 2619340 50.0
Benzene, 1,4-diet... 12.61 8.4 ug/L 441990 3 11.28 2619340 50.0
Benzene, (1,1-dim... 12.64 10.6 ug/L 555135 3 11.28 2619340 50.0
1-Phenyl-1-butene 12.75 45.7 ug/L 2396090 3 11.28 2619340 50.0
Spiro[4.4]nona-1,... 12.82 10.7 ug/L 558495 3 11.28 2619340 50.0
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Benzene, 2-etheny... 12.91 149.1 ug/L 7811670 3 11.28 2619340 50.0
unknown-01 13.02 20.3 ug/L 1064100 3 11.28 2619340 50.0
Naphthalene, 1,2,... 13.07 6.6 ug/L 346541 3 11.28 2619340 50.0
(DEL) Alkane: Str... 13.65 2.8 ug/L 147680 3 11.28 2619340 50.0
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