LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample : K4485-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO82219WMA .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 1.174 22 26 29 rBv2 7988 7879 0.32% 0.032%
2 1.286 54 61 70 rBv2 15512 26507 1.07% 0.106%
3 1.389 85 93 103 rBvV 367635 383574 15.53% 1.534%
4 1.547 138 142 160 rvB2 27403 35783 1.45% 0.143%
5 1.633 164 169 172 rVV 17365 18318 0.74% 0.073%
6 1.666 172 179 197 rVB 276689 350322 14.18% 1.401%
7 1.871 238 243 256 rVB6 8467 14336 0.58% 0.057%
8 1.932 256 262 268 rBV6 6086 8372 0.34% 0.033%
9 2.113 308 318 330 rVB 95412 135792 5.50% 0.543%
10 2.174 332 337 345 rVB 7307 8509 0.34% 0.034%

11 2.254 351 362 370 rBV 562374 850006 34.41% 3.400%
12 2.302 370 377 386 rvV 433701 664978 26.92% 2.660%
13 2.360 386 395 408 rVvB 809547 1253346 50.74% 5.013%

14 2.428 408 416 422 rBV2 27189 42316 1.71% 0.169%
15 2.601 460 470 482 rVB2 6266 11502 0.47% 0.046%
16 2.682 491 495 504 rVB6 2270 3611 0.15% 0.014%
17 2.813 528 536 545 rvvs8 2030 4425 0.18% 0.018%
18 2.961 573 582 594 rVB5 2721 5245 0.21% 0.021%
19 3.781 828 837 839 rBvV3 1955 2854 0.12% 0.011%
20 4.093 923 934 935 rBV5 2543 3179 0.13% 0.013%

21 4.148 939 951 972 rBV 234829 672612 27.23% 2.690%
22 4.620 1075 1098 1124 rVVv 408607 970719 39.30% 3.882%

23 4.710 1124 1126 1133 rVV5 1313 1395 0.06% 0.006%
24 4.810 1151 1157 1158 rBV2 2016 2045 0.08% 0.008%
25 4.968 1200 1206 1211 rVVv7 1276 1675 0.07% 0.007%
26 5.315 1290 1314 1353 rBV2 827196 2470148 100.00% 9.880%
27 5.575 1392 1395 1398 rVVv3 1333 1192 0.05% 0.005%
28 5.620 1398 1409 1425 rVB4 9143 22225 0.90% 0.089%
29 5.768 1445 1455 1471 rBV2 10241 24335 0.99% 0.097%

30 5.862 1471 1484 1516 rBV 704687 1401188 56.72% 5.604%

31 6.164 1565 1578 1599 rBVS5 41240 89182 3.61% 0.357%
32 6.309 1606 1623 1641 rBV 564994 1142902 46.27% 4.571%
33 6.399 1641 1651 1672 rVV 207367 425462 17.22% 1.702%
34 6.482 1674 1677 1689 rVvVv 11824 22608 0.92% 0.090%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample : K4485-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO82219WMA .M
VOC Analysis

35 6.556 1689 1700 1729 rVB 240526 462582 18.73% 1.850%

36 6.765 1755 1765 1769 rBvV2 9826 16857 0.68% 0.067%
37 7.209 1890 1903 1930 rBV 277602 521633 21.12% 2.086%
38 7.321 1930 1938 1945 rVB7 4142 7213 0.29% 0.029%
39 7.447 1967 1977 1991 rBV 16753 29776 1.21% 0.119%

40 7.546 1994 2008 2023 rBV 1081678 1918498 77.67% 7.673%

41 7.617 2023 2030 2052 rVB 104708 204556 8.28% 0.818%
42 7.829 2084 2096 2116 rBV 204179 361110 14.62% 1.444%

43 8.074 2164 2172 2181 rBV9 1428 2367 0.10% 0.009%
44 8.148 2189 2195 2198 rBV5 2220 3190 0.13% 0.013%
45 8.209 2204 2214 2229 rBV5 37721 71479 2.89% 0.286%

46 8.292 2229 2240 2252 rBV 787181 1362565 55.16% 5.450%
47 8.347 2253 2257 2275 rVB 109160 186243 7.54% 0.745%

48 8.579 2326 2329 2347 rVB 2880 5990 0.24% 0.024%
49 8.665 2349 2356 2367 rVB6 3081 5091 0.21% 0.020%
50 8.778 2383 2391 2395 rVVv6 1526 1872 0.08% 0.007%
51 8.826 2402 2406 2413 rVB6 1359 1694 0.07% 0.007%
52 8.890 2422 2426 2432 rVB6 1256 1039 0.04% 0.004%
53 8.926 2432 2437 2441 rBV6 1709 2169 0.09% 0.009%
54 9.070 2460 2482 2505 rBV 1074450 1842772 74.60% 7.370%
55 9.167 2505 2512 2526 rVV3 20424 46576 1.89% 0.186%
56 9.234 2526 2533 2541 rVB2 8991 14880 0.60% 0.060%
57 9.328 2551 2562 2564 rBV6 8217 14969 0.61% 0.060%
58 9.360 2565 2572 2583 rVB 28469 48445 1.96% 0.194%
59 9.572 2631 2638 2640 rBv4 1718 1735 0.07% 0.007%
60 9.591 2641 2644 2648 rVV3 1100 1144 0.05% 0.005%
61 9.681 2662 2672 2688 rBv4 29228 65888 2.67% 0.264%
62 9.765 2689 2698 2706 rBvV2 16895 31595 1.28% 0.126%
63 9.903 2730 2741 2766 rBV 300535 512464 20.75% 2.050%
64 10.041 2776 2784 2807 rVB2 47279 94058 3.81% 0.376%
65 10.138 2807 2814 2832 rVB5 13340 24366 0.99% 0.097%
66 10.218 2836 2839 2844 rVB4 1897 1501 0.06% 0.006%
67 10.292 2858 2862 2863 rBv4 1403 1035 0.04% 0.004%
68 10.414 2887 2900 2919 rBV 791073 1269818 51.41% 5.079%
69 10.482 2919 2921 2928 rVB4 1266 972 0.04% 0.004%
70 10.559 2929 2945 2959 rBV7 26958 76005 3.08% 0.304%
71 10.665 2972 2978 2993 rVB2 12666 21349 0.86% 0.085%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample : K4485-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO82219WMA .M
Title : VOC Analysis
72 10.755 3002 3006 3011 rVB5 3260 2939 0.12% 0.012%
73 10.791 3011 3017 3023 rBV6 2589 3441 0.14% 0.014%
74 10.894 3043 3049 3052 rBV6 1694 1988 0.08% 0.008%
75 10.932 3052 3061 3076 rVB3 10742 22481 0.91% 0.090%
76 11.012 3079 3086 3090 rBV7 4027 5933 0.24% 0.024%
77 11.099 3105 3113 3116 rBV2 41274 53783 2.18% 0.215%
78 11.138 3117 3125 3138 rVvVv 467630 722141 29.23% 2.888%
79 11.196 3139 3143 3149 rVvv4 26908 39234 1.59% 0.157%
80 11.241 3149 3157 3180 rvv2 143925 351757 14.24% 1.407%
81 11.337 3181 3187 3203 rVB4 16699 36548 1.48% 0.146%
82 11.466 3215 3227 3246 rVvV 1075012 1674722 67.80% 6.698%
83 11.553 3250 3254 3263 rVB5 4829 6863 0.28% 0.027%
84 11.620 3269 3275 3295 rVBS8 18626 37501 1.52% 0.150%
85 11.749 3305 3315 3324 rBV4 23002 49856 2.02% 0.199%
86 11.842 3332 3344 3363 rBV 999929 1605505 65.00% 6.421%
87 12.135 3426 3435 3444 rVBS8 6766 11444 0.46% 0.046%
88 12.189 3444 3452 3456 rBV9 3554 6093 0.25% 0.024%
89 12.305 3483 3488 3491 rBV6 1296 1426 0.06% 0.006%
90 12.356 3502 3504 3510 rBV7 1680 1370 0.06% 0.005%
91 12.450 3523 3533 3545 rBV2 18391 39897 1.62% 0.160%
92 12.942 3676 3686 3687 rBv4 2463 3697 0.15% 0.015%
93 13.106 3731 3737 3739 rBV6 1461 1613 0.07% 0.006%
94 13.125 3740 3743 3744 rBV3 1621 955 0.04% 0.004%
95 13.289 3789 3794 3799 rBVS 1331 1764 0.07% 0.007%
96 13.373 3816 3820 3825 rBV5 884 867 0.04% 0.003%
97 14.012 4015 4019 4025 rVB6 1325 1373 0.06% 0.005%
98 14.655 4216 4219 4226 rBV6 734 834 0.03% 0.003%
99 15.083 4348 4352 4356 rVB5 1110 1015 0.04% 0.004%
100 15.112 4356 4361 4364 rBV5 1418 1369 0.06% 0.005%
Sum of corrected areas: 25002447
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO82219WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU033927.D

1000000

2.36 5.31
800000
5.86

600000 2.25 6.31

4.62

400000 1.39

200000

oF= A :
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU033927.D
7|55 9|07 1147 1184
1000000
600000

11.14

400000

200000

Ob=r< = L = ] —r =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU033927.D

1000000
800000
600000
400000
200000

02122845

T T T T ™
Time--> 12.50 13.00 13.50 14.00 14.50

12.943 12312037 14.01 14.66 1508l

1 T TT
15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .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 Furan Concentration Rank 8

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

2.11 4.85 ug/L 135792 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan 68 C4H40 000110-00-9 91
2 Furan 68 C4H40 000110-00-9 90
3 1-Propvne. 3-chloro- 74 C3H3CI 000624-65-7 39
4 1H-Imidazole 68 C3H4N2 000288-32-4 9
5 1-Propyne, 3-chloro- 74 C3H3CI 000624-65-7 9

Abundance Scan 317 (2.109 min): VU033927.D (-308) (-) m/z 39.00 100.00%
9
5000 1 T
1.80 2.00 2.20 2.40
o L2 e e e 2. | m/z 68.00  93.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #414: Furan
39
68
5000 L N L L AR
1.80 2.00 2.20 2.40
m/z 38.00 17.89%
0% '}?I %q"dh'?q' N PRI DAL UL S L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
39 68
1.80 2.00 2.20 2.40
5000 m/z 39.95 13.88%
: . " MMJ\\}L\‘
G L L I U L S SN BRI B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #801: 1-Propyne, 3-chloro- T AL I ma s N e
39 1.80 2.00 2.20 2.40
m/z 37.00 11.83%
5000
74 A“
o 12 25 | s k
m/z--> 20 40 60 80 100 120 140 160 180 200 180 200 220 240
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO082219WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Dimethyl sulfide Concentration Rank 1

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

2.36 44_.72 ug/L 1253350 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 94
2 Dimethvl sulfTide 62 C2H6S 000075-18-3 94
3 Dimethvl sulfide 62 C2H6S 000075-18-3 91
4 Dimethvl sulfide 62 C2H6S 000075-18-3 91
5 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 90

Abundance Scan 395 (2.360 min): VU033927.D (-386) (-) m/z 62.00 100.00%
47 a2
5000
e e
2.00 220 2.40 2.60
0 ...,....,....,..??,.:!:',..5.‘?.-, w88 e 28 S Tm/z 47.00 92.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #337: Dimethyl sulfide
47 62
5000 SRR SRR R R
35 2.00 220 2.40 2.60
15 27 m/z 45.00 56.09%
0 \“ ‘ Wil 5 1
L SIS IR USRS LIS IS UL LIRS IR IR B S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
47 62
2.00 220 2.40 2.60
5000 m/z 46.00 40.03%
35
27
o 15 41 56
R SR SULIL UL UL SO UL IULIL UL IV UL B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #339: Dimethyl sulfide R E e L A
47 62 200 2.20 240 2.60
m/z 61.00 36.50%
5000
35
27
e,
G S U R L R AL RS R IR SRR NN B T ”"P'”I'”'P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .M
VOC Analysis

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

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

Peak Number 3 2-Pentanone Concentration Rank 5

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

6.40 15.18 ug/L 425462 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 86
2 2-Pentanone 86 C5H100 000107-87-9 83
3 2-Pentanone 86 C5H100 000107-87-9 74
4 2.3-Butanedione 86 C4H602 000431-03-8 53
5 2,3-Butanedione 86 C4H602 000431-03-8 37

Abundance Scan 1651 (6.399 min): VU033927.D (-1641) (-) m/z 43.00 100.00%
48
5000 /\\\d\
39 58 71 8 6.00 620 640 6.60 6.80
36 50 557 62 68 82 : : : :
0,....,....,....,....,....,....,...!,!!:,....,....,..!.,....,....,!...,....,....,I...,....,.. m/z 86.10 17.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43
5000
6.00 6.20 6.40 6.60 6.80
86 m/z 41.05 12.48%
15 27 39 58 71
0 18 | 31 4953 |61 67 |
I S AR
Abundance
43
6.00 6.20 6.40 6.60 6.80
5000 m/z 71.00 8.65%
58 71 88
ol 15 214 39 50 55 | 62 67
AR LA AR RRARY LR RELEN LALRN ALY AARD RARD RALN RN AL ALY LERR) RERAN RRARN LA LAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone
43 6.00 6.20 6.40 6.60 6.80
m/z 38.95 8.34Y%
5000
86
o 2731 36| 055062 ¢
AL A LAk AR AR AL AR SRS AR AR RARSI AT ARAL AR SR SRS ARSI
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .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 3-Pentanone Concentration Rank 4

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

6.56 16.51 ug/L 462582 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 3-Pentanone 86 C5H100 000096-22-0 80
3 3-Pentanone 86 C5H100 000096-22-0 59
4 Propanal. 2.2-dimethyl- 86 C5H100 000630-19-3 9
5 Neopentane 72 C5H12 000463-82-1 9

Abundance Scan 1701 (6.559 min): VU033927.D (-1689) (-) m/z 57.00 100.00%
57
5000 JL
T o35 o 6k om0
363942 5053 | 616467 71 83 ; : '
Otprrrrprrrrprrrrprerr e T T T e m/z 86.10 21.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1711: 3-Pentanone
29 57
5000
6.20 6.40 6.60 6.80
36 m/z 54.95 4 .50%
0 18 % | 363943 5053 |60 677174 83
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
29 6.20 6.40 6.60 6.80
5000 m/z 56.00 4_.43%
86
o 15 26 3841 45 5053 62 6771
A AN LARR NARRN KRR LAAR) RRARY RALED ARR) ARRD SARY LAARN RRRLN LANSE ARRSN ALY RRALN LAARIRAARNLAR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1712: 3-Pentanone
57 6.20 6.40 6.60 6.80
m/z 42.00 3.49Y%
5000
29 86
o 15 2] 392 gos3 |
m/z--> é 15 fs 25 55 §o 3% 4b 4% 55 55 eb 85 75 7% 50 8% do ds 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .M
VOC Analysis

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

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

Peak Number 6 2-Heptanone Concentration Rank 6

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

9.90 13.90 ug/L 512464 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 78
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 72

Abundance Scan 2740 (9.900 min): VU033927.D (-2730) (-) m/z 43.00 100.00%
43
58
5000
71 9.60 9.80 10.00 10.20
99 114 - - - -
o...,....,....,..?T','!:..??.'.n',.‘?“?.,':..??.E.“L?.??...',....,.:..,.. m/z 58.00 62.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000
9.60 9.80 10.00 10.20
m/z 71.10 15.94%
27 71
0 | 37|, 51, 65 | 77 8591 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
e '9.60 9.80 10.00 10,20
5000 m/z 41.05 13.39%
I 71
0 37 51 65 | 77 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7429:2—Heptanone LI L B LI BN N B |
43 9.60 9.80 10.00 10.20
m/z 59.00 9.79%
58
5000
27
15 e o 14
Obrrrrrder b S SL L 65 | 78BS %
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .M
VOC Analysis

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

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

Peak Number 7 2-Heptanol, (S)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.04 2.55 ug/L 94058 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol. (S)- 116 C7H160 006033-23-4 78
2 2-Heptanol 116 C7H160 000543-49-7 78
3 2-Heptanol 116 C7H160 000543-49-7 72
4 2-Heptanol 116 C7H160 000543-49-7 64
5 2-Octanol 130 C8H180 000123-96-6 59
Abundance Scan 2784 (10.041 min): VU033927.D (-2776) (-) m/z 45.00 100.00%
45
5000 /\K\‘h
e AL B
6 g9 83 og 9.80 10.00 10.20 10.40
O‘WJ“&..n!h,..'-..,'....','..1.1.4,....,....,....,....,2.0.7.. m/z 55.00 21.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8326: 2-Heptanol, (S)-
45
/
5000 R RN U BN B
9.80 10.00 10.20 10.40
m/z 41.00 19.83%
ol 15 2% | 86 70 8 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
9.80 10.00 10.20 10.40
5000 m/z 43.00 17.28%
oL 15 29 8 70 83 98 g
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8308: 2-Heptanol
45 9.80 10.00 10.20 10.40
m/z 83.00 9.89%
5000
27
oL 15 | 96 70 8 101115
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .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 3-0Octanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.14 21.56 ug/L 722141 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 93
2 3-0Octanone 128 C8H160 000106-68-3 90
3 3-0Octanone 128 C8H160 000106-68-3 53
4 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 52
5 3-0Octanone 128 C8H160 000106-68-3 47
Abundance Scan 3126 (11.141 min): VU033927.D (-3117) (-) m/z 43.05 100.00%
43 57
5000
AL AL A AR
85 128 10.80 11.00 11.20 11.40
0 ...,....|i|:..-|:-,..~.'.,.'-...i.i‘.l.o.i.!..,....,....,....,210.7.. m/z 57.00 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12435: 3-Octanone
43 57
72 99
5000 29 UM BN U
10.80 11.00 11.20 11.40
a5 128 m/z 72.00 60.94%
0 “'|'t'wh"Mw'J'lﬁ”'i}P?W'"'w"'l”"l'”'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
29 ” 10.80 11.00 11.20 11.40
5000 9 m/z 71.10 54.34%
85 128
0 '}?I""I T '|""|"1'1'4 S S S SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12430: 3-Octanone
43 57 10.80 11.00 11.20 11.40
29 m/z 99.10 52.97%
5000 il
99
oL 18 ‘ \‘\‘ Al 83 ‘ 13 178
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082219\
Data File : VU033927.D

Aca On : 23 Aug 2019 02:10

Operator : JC/SP

Sample = K4485-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .M
VOC Analysis

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

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

Peak Number 9 2-Octanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.24 10.50 ug/L 351757 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 90
4 2-Octanone 128 C8H160 000111-13-7 72
5 2-Octanone 128 C8H160 000111-13-7 72
Abundance Scan 3157 (11.241 min): VU033927.D (-3149) (-) m/z 43.00 100.00%
43 58
5000 ?! “
71% 128 11.00 11.20 11.40 11.60
113 : : :
0 ...,....';|=..'.-|,.:-..,.'...9?...-.,.!..,....,....,....,?97.. m/z 58.00 86.16%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12438: 2-Octanone
43
58
5000
11.00 11.20 11.40 11.60
m/z 59.00 19.26%
27 71
0 ] | 8 g9 113 128
m/z--> 25 Jo eb éo 160 150 150 1éo 1§0 260
Abundance
43 58
11.00 11.20 11.40 11.60
5000 m/z 41.00 17.77%
71
oL 15 i 85 g9 113 128
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #12437: 2-Octanone
43 11.00 11.20 11.40 11.60
58 m/z 71.00 17.02%
5000
27 71
0 .}?,.HM.‘“...mh..L.,éﬁ .9?.}}?,%%3., .
m/z--> 200 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082219\
Data File : VU033927.D

Acq On : 23 Aug 2019 02:10

Operator : JC/SP

Sample - K4485-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082219WMA .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]
Furan 2.11 4.8 ug/L 135792 1 5.86 1401190 50.0
Dimethyl sulfide 2.36 44_.7 ug/L 1253350 1 5.86 1401190 50.0
2-Pentanone 6.40 15.2 ug/L 425462 1 5.86 1401190 50.0
3-Pentanone 6.56 16.5 ug/L 462582 1 5.86 1401190 50.0
2-Heptanone 9.90 13.9 ug/L 512464 2 9.07 1842770 50.0
2-Heptanol, (S)- 10.04 2.5 ug/L 94058 2 9.07 1842770 50.0
3-Octanone 11.14 21.6 ug/L 722141 3 11.47 1674720 50.0

3

2-0ctanone 11.24 10.5 ug/L 351757 11.47 1674720 50.0
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