LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 29 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\SOMULMO22420WMA .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 1.613 78 85 97 rBv 116238 121039 0.09% 0.081%
2 1.928 175 183 197 rvVB 110109 140345 0.10% 0.094%
3 2.597 376 391 406 rBVY3 331595 704845 0.50% 0.472%
4 2.787 438 450 468 rBvV2 17662 33566 0.02% 0.022%
5 3.076 533 540 552 rVB3 1625 2731 0.00% 0.002%
6 3.221 573 585 601 rVB2 4366 9167 0.01% 0.006%
7 3.353 620 626 630 rBV 295 291 0.00% 0.000%
8 3.375 630 633 635 rBV 498 329 0.00% 0.000%
9 3.446 649 655 658 rBvV2 283 278 0.00% 0.000%
10 3.533 679 682 687 rBV 209 199 0.00% 0.000%
11 3.562 687 691 695 rBV2 246 218 0.00% 0.000%
12 3.604 698 704 710 rVB2 199 261 0.00% 0.000%
13 3.661 716 722 724 rBV2 259 213 0.00% 0.000%
14 3.768 750 755 757 rBV 232 232 0.00% 0.000%
15 3.893 787 794 795 rBV 511 439 0.00% 0.000%
16 3.912 795 800 804 rVvv3 980 1075 0.00% 0.001%
17 4.253 901 906 908 rBV 222 204 0.00% 0.000%
18 4.581 1005 1008 1011 rBvV 220 206 0.00% 0.000%
19 4.668 1020 1035 1071 rBv2 108002 363173 0.26% 0.243%
20 5.031 1144 1148 1152 rBvV2 664 589 0.00% 0.000%
21 5.102 1154 1170 1195 rVvVv 172246 392073 0.28% 0.262%
22 5.192 1195 1198 1203 rVB3 372 330 0.00% 0.000%
23 5.356 1231 1249 1280 rVV 453274 1024392 0.73% 0.686%
24 5.517 1295 1299 1300 rBV3 328 219 0.00% 0.000%
25 5.558 1300 1312 1326 rVvVv3 11898 25461 0.02% 0.017%
26 5.613 1327 1329 1332 rVB 354 221 0.00% 0.000%
27 5.761 1352 1375 1403 rVvVv2 368177 998640 0.71% 0.668%
28 6.015 1450 1454 1457 rBV 327 279 0.00% 0.000%
29 6.079 1468 1474 1480 rVB2 280 334 0.00% 0.000%
30 6.134 1487 1491 1493 rBvV2 330 287 0.00% 0.000%
31 6.150 1493 1496 1499 rvv2 439 344 0.00% 0.000%
32 6.198 1502 1511 1521 rVB2 1143 1983 0.00% 0.001%

33 6.282 1521 1537 1558 rBV 324636 619176 0.44% 0.414%
34 6.594 1608 1634 1637 rBV6 71469970 140188416 100.00% 93.843%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 29 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\SOMULMO22420WMA .M
Title : VOC Analysis
35 6.996 1756 1759 1763 rBv4 1146 1106 0.00% 0.001%
36 7.060 1775 1779 1783 rBv4 561 574 0.00% 0.000%
37 7.137 1796 1803 1814 rVB3 1464 2150 0.00% 0.001%
38 7.208 1814 1825 1833 rBV6 4093 7869 0.01% 0.005%
39 7.594 1932 1945 1961 rVvVv 127309 216905 0.15% 0.145%
40 7.710 1977 1981 1990 rVB5 1480 2051 0.00% 0.001%
41 7.745 1990 1992 1994 rBV2 494 273 0.00% 0.000%

42 7.922 2033 2047 2064 rBvV 433492 740102 0.53% 0.495%
43 8.201 2123 2134 2148 rBvV 88228 146764 0.10% 0.098%
44 8.423 2191 2203 2214 rBV 42592 71440 0.05% 0.048%
45 8.513 2217 2231 2243 rBV 127126 223923 0.16% 0.150%

46 8.574 2243 2250 2259 rVB2 15649 26056 0.02% 0.017%
47 8.658 2264 2276 2320 rVVv 283346 529037 0.38% 0.354%
48 8.848 2327 2335 2349 rVB4 2378 5021 0.00% 0.003%
49 9.308 2475 2478 2483 rVB3 231 243 0.00% 0.000%
50 9.362 2483 2495 2506 rBV2 7241 12046 0.01% 0.008%
51 9.436 2506 2518 2550 rvVv 464206 779513 0.56% 0.522%
52 9.549 2550 2553 2558 rvv3 887 858 0.00% 0.001%
53 9.587 2562 2565 2571 rVB4 587 606 0.00% 0.000%
54 9.671 2581 2591 2608 rBVv4 9044 16648 0.01% 0.011%
55 9.793 2612 2629 2653 rVB 110256 259050 0.18% 0.173%
56 9.896 2659 2661 2665 rBV3 337 253 0.00% 0.000%
57 10.002 2685 2694 2703 rVB3 1330 1917 0.00% 0.001%
58 10.073 2709 2716 2720 rBVZ2 360 448 0.00% 0.000%
59 10.099 2720 2724 2728 rBV2 556 544 0.00% 0.000%
60 10.121 2728 2731 2737 rVB3 755 544 0.00% 0.000%
61 10.304 2779 2788 2799 rVB3 1788 3179 0.00% 0.002%
62 10.352 2799 2803 2805 rBV2 301 300 0.00% 0.000%
63 10.500 2836 2849 2861 rVB6 4866 9156 0.01% 0.006%
64 10.568 2867 2870 2876 rVB3 1001 884 0.00% 0.001%
65 10.619 2881 2886 2888 rBV 244 235 0.00% 0.000%
66 10.680 2902 2905 2907 rBV 466 319 0.00% 0.000%
67 10.774 2920 2934 2951 rVB 302660 491154 0.35% 0.329%
68 10.877 2960 2966 2969 rBV2 461 389 0.00% 0.000%
69 11.005 3003 3006 3010 rvv4 253 225 0.00% 0.000%
70 11.057 3016 3022 3027 rBV3 366 517 0.00% 0.000%
71 11.082 3027 3030 3034 rBV2 284 272 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 29 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\SOMULMO22420WMA .M
Title : VOC Analysis
72 11.217 3069 3072 3074 rVVv2 298 203 0.00% 0.000%
73 11.488 3154 3156 3166 rVB3 545 645 0.00% 0.000%
74 11.542 3170 3173 3176 rBV2 284 215 0.00% 0.000%
75 11.693 3214 3220 3223 rBV3 288 368 0.00% 0.000%
76 11.761 3238 3241 3244 rBV3 405 280 0.00% 0.000%
77 11.828 3248 3262 3282 rBV 363605 609704 0.43% 0.408%
78 12.082 3339 3341 3344 rVB3 527 276 0.00% 0.000%
79 12.140 3356 3359 3364 rBV3 269 240 0.00% 0.000%
80 12.208 3365 3380 3396 rBV 349721 584322 0.42% 0.391%
81 12.510 3471 3474 3477 rBV2 260 221 0.00% 0.000%
82 12.616 3503 3507 3516 rVB3 329 447 0.00% 0.000%
83 12.655 3516 3519 3524 rVB2 346 299 0.00% 0.000%
84 12.703 3531 3534 3536 rBV2 277 203 0.00% 0.000%
85 12.828 3572 3573 3577 rVB2 393 226 0.00% 0.000%
86 12.857 3577 3582 3584 rBV2 345 257 0.00% 0.000%
87 13.050 3638 3642 3644 rVVv 227 211 0.00% 0.000%
88 13.140 3667 3670 3674 rVB2 443 404 0.00% 0.000%
89 13.163 3674 3677 3682 rBV3 293 310 0.00% 0.000%
90 13.204 3683 3690 3691 rBV2 283 306 0.00% 0.000%
91 13.243 3698 3702 3703 rBvY 378 253 0.00% 0.000%
92 13.362 3736 3739 3742 rBV2 349 254 0.00% 0.000%
93 13.385 3742 3746 3749 rBV2 293 330 0.00% 0.000%
94 13.523 3786 3789 3793 rBV3 250 229 0.00% 0.000%
95 13.973 3926 3929 3931 rBV2 361 241 0.00% 0.000%
96 14.307 4029 4033 4035 rBV3 306 220 0.00% 0.000%
97 14.378 4052 4055 4056 rBvY 372 259 0.00% 0.000%
98 14.664 4142 4144 4148 rBV3 345 323 0.00% 0.000%
99 14.764 4171 4175 4180 rVB4 349 431 0.00% 0.000%
100 15.265 4324 4331 4334 rBV2 495 699 0.00% 0.000%

Sum of corrected areas: 149386502

SOMULMO22420WMA_.M Tue Mar 10 13:00:34 2020 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO22420WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU037097.D
7e+07 6159

6e+07
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
VOC Analysis

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

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

Peak Number 1 Isopropyl Alcohol Concentration Rank 4

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

2.79 2.71 ug/L 33566 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 64
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 451 (2.790 min): VU037097.D (-438) (-) m/z 45.00 100.00%
45
5000
3739 44 59 240 2.60 2.80 3.00 3.20
L m/z 43.00 23.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
240 2.60 2.80 3.00 3.20
27 m/z 39.00 10.33%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 41.00 9.29%
. 15 19 2l 31 gg4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropyl Alcohol B&m R e
45 240 2.60 2.80 3.00 3.20
m/z 42.10 6.24%
5000
0 1510 a4 59
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .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, 4,4-dimethyl- Concentration Rank 3

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

8.51 14_.36 ug/L 223923 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 91
2 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 86
3 2-Heptanone 114 C7H140 000110-43-0 64
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 56
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 56

Abundance Scan 2230 (8.510 min): VU037097.D (-2217) (-) m/z 43.00 100.00%
43
5000 57 4
71 o9 114 8.20 8.40 8.60 8.80
Ottt 88 T wJz B7.10  47.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7562: 2-Pentanone, 4,4-dimethyl-
43
5000 57 820 840 8.60 880
m/z 58.00 38.16%
0 \

15 29
C L] 7 oee 99 M4
,,,,,,,,,,
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43

8.20 8.40 8.60 8.80

5000 57 m/z 41.00 24.78%
29
15 71 8 99 114
Ot e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7429: 2-Heptanone
43 8.20 8.40 8.60 8.80
m/z 39.00 14 .45%
58
5000
71
\ | 85 99 114
0..”,.J”Uh.mh..”,..”,..”,..”,.”.,.”.,.”.,.”.
m/z--> 20 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SOMULMO22420WMA .M Tue Mar 10 13:00:43 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO030520\
Data File : VU037097.D

Aca On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
VOC Analysis

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

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

Peak Number 4 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
" 9.79  16.62 ug/L 250050  Chlorobenzene-ds 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 cgH180 003730-60-7 64

1000365-52-0 59
017348-59-3 50
003970-62-5 50
001116-98-9 45

2 6-Methvl-2-heptanol. methvl ether 144 C9H200
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
4 3-Pentanol. 2.2-dimethvl- 116 C7H160
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

Abundance Scan 2628 (9.790 min): VU037097.D (-2612) (-) m/z 59.10 100.00%
59
5000 /\
41 IIIIIIIIIIIIIIIIIII
||| 49 ” 69 79 97 115 9.40 9.60 9.80 10.00 10.20
o} S P 408111 m/z 57.10 60.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59
5000
9.40 9.60 9.80 10.00 10.20
0
L . 7 e m/z 41.00 26.02%
15 3 a9 7 @
O T T e T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
9.40 9.60 9.80 10.00 10.20
5000 m/z 56.10 15.23%
15 29 o5 69 gg 97 112 129 143

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

-

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 9.40 9.60 9.80 10.00 10.20
m/z 43.00 14 .72%
5000
41
0..,...w..JNN.”.HJn.?ﬁ.ﬂ:i.”.,??..,.§Q,....ﬂ...,..”,....,”..,...w. SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU030520\
Data File : VU037097.D

Acq On : 05 Mar 2020 20:43

Operator : JC/MD

Sample : L1784-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM022420WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.79 2.7 ug/L 33566 1 6.29 619176 50.0
2-Pentanone, 4,4-_.. 8.51 14.4 ug/L 223923 2 9.44 779513 50.0
2-Hexanol, 2,5-di... 9.79 16.6 ug/L 259050 2 9.44 779513 50.0
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