LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

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\SOMULMO61719WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.180 24 28 33 rvB2 3734 3113 0.13% 0.031%
2 1.396 88 95 104 rBV 111338 116406 4 .89% 1.145%
3 1.675 174 182 194 rVB 89781 110005 4.63% 1.082%
4 2.267 355 366 377 rVB 186229 283073 11.90% 2.785%
5 2.441 414 420 424 rBVS5 1166 1541 0.06% 0.015%
6 2.553 451 455 457 rBV2 333 281 0.01% 0.003%
7 2.588 463 466 469 rBV 301 218 0.01% 0.002%
8 2.617 472 475 482 rVB4 861 1047 0.04% 0.010%
9 2.656 484 487 489 rBV3 369 225 0.01% 0.002%
10 2.695 496 499 505 rvB3 1249 1366 0.06% 0.013%
11 2.762 518 520 522 rBV 324 230 0.01% 0.002%
12 2.833 526 542 555 rVB 5752 12363 0.52% 0.122%
13 2.978 576 587 600 rVB 10874 20043 0.84% 0.197%
14 3.039 602 606 610 rBV2 371 292 0.01% 0.003%
15 3.174 641 648 650 rBv4 499 628 0.03% 0.006%
16 3.296 682 686 690 rBV2 243 246 0.01% 0.002%
17 3.334 695 698 700 rVB2 441 237 0.01% 0.002%
18 3.360 700 706 707 rBvV2 425 372 0.02% 0.004%
19 3.421 721 725 727 rBV2 399 237 0.01% 0.002%
20 3.453 732 735 741 rVB2 468 312 0.01% 0.003%
21 3.592 775 778 781 rBV2 442 299 0.01% 0.003%
22 3.621 785 787 790 rBV2 288 203 0.01% 0.002%
23 3.752 823 828 830 rBV3 407 391 0.02% 0.004%
24 3.769 830 833 837 rVB3 202 206 0.01% 0.002%
25 3.862 860 862 869 rVB2 282 275 0.01% 0.003%
26 3.916 873 879 883 rVvv3 520 554 0.02% 0.005%
27 4 .055 918 922 928 rBV2 281 291 0.01% 0.003%
28 4.096 933 935 939 rVB 349 208 0.01% 0.002%
29 4.215 943 972 1005 rBV2 890431 2378160 100.00% 23.397%
30 4.511 1061 1064 1065 rBvV2 413 218 0.01% 0.002%
31 4.640 1088 1104 1129 rBvV 147081 342856 14.42% 3.373%
32 4.855 1168 1171 1173 rBvV2 375 255 0.01% 0.003%
33 4.913 1187 1189 1194 rvVB2 440 308 0.01% 0.003%
34 5.196 1272 1277 1280 rBvV2 340 362 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

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\SOMULMO61719WMA _M
VOC Analysis

35 5.331 1296 1319 1344 rBvV2 292119 868603 36.52% 8.546%

36 5.498 1369 1371 1376 rVB3 348 228 0.01% 0.002%
37 5.547 1381 1386 1388 rBV2 772 656 0.03% 0.006%
38 5.672 1422 1425 1428 rVV3 321 219 0.01% 0.002%

39 5.881 1475 1490 1510 rBV 282974 550494 23.15% 5.416%
40 6.180 1569 1583 1607 rBV 230882 445113 18.72% 4_379%

41 6.325 1615 1628 1649 rBvV 198246 391814 16.48% 3.855%

42 6.530 1687 1692 1693 rBv4 502 486 0.02% 0.005%
43 6.566 1699 1703 1705 rBvV 425 364 0.02% 0.004%
44 6.608 1713 1716 1727 rVB5 821 1079 0.05% 0.011%
45 6.701 1732 1745 1774 rBV 129091 238398 10.02% 2.345%
46 6.826 1780 1784 1788 rBv4 484 524 0.02% 0.005%
47 6.849 1788 1791 1793 rBV2 660 515 0.02% 0.005%
48 6.923 1811 1814 1818 rBV3 436 401 0.02% 0.004%
49 6.990 1826 1835 1837 rBV3 528 741 0.03% 0.007%
50 7.083 1860 1864 1867 rBV2 451 348 0.01% 0.003%
51 7.112 1870 1873 1877 rBV3 205 212 0.01% 0.002%
52 7.154 1883 1886 1891 rVB4 596 435 0.02% 0.004%
53 7.222 1895 1907 1923 rBV 115800 206715 8.69% 2.034%
54 7.415 1952 1967 1978 rBV 26068 45656 1.92% 0.449%
55 7.559 1998 2012 2030 rBV 399894 696041 29.27% 6.848%
56 7.775 2077 2079 2084 rVB 390 298 0.01% 0.003%
57 7.846 2088 2101 2124 rBV 84391 147450 6.20% 1.451%
58 7.942 2129 2131 2136 rVV3 677 616 0.03% 0.006%
59 7.964 2136 2138 2140 rVvv3 528 333 0.01% 0.003%
60 8.064 2167 2169 2173 rVB 443 288 0.01% 0.003%
61 8.093 2173 2178 2180 rBV3 528 413 0.02% 0.004%
62 8.151 2185 2196 2215 rBV 15311 27043 1.14% 0.266%
63 8.228 2215 2220 2222 rBV3 1415 1280 0.05% 0.013%
64 8.257 2222 2229 2234 rBV4 4917 6183 0.26% 0.061%

65 8.305 2234 2244 2267 rVV 250153 434799 18.28% 4.278%

66 8.411 2268 2277 2295 rVB 92470 147582 6.21% 1.452%

67 8.524 2305 2312 2321 rVB3 5183 8778 0.37% 0.086%
68 8.614 2334 2340 2348 rBV6 1195 2094 0.09% 0.021%
69 8.829 2402 2407 2411 rBV2 493 497 0.02% 0.005%
70 8.855 2411 2415 2417 rBvV4 266 247 0.01% 0.002%

71 8.900 2417 2429 2451 rVV 67752 109466 4.60% 1.077%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

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\SOMULMO61719WMA _M
VOC Analysis

72 9.083 2473 2486 2515 rBV 419732 699614 29.42% 6.883%

73 9.273 2542 2545 2547 rBV 369 250 0.01% 0.002%
74 9.308 2553 2556 2558 rvB2 377 221 0.01% 0.002%
75 9.341 2564 2566 2569 rVB 431 235 0.01% 0.002%
76 9.765 2688 2698 2708 rBv4 3012 5073 0.21% 0.050%
77 9.810 2708 2712 2716 rVB2 407 298 0.01% 0.003%
78 9.952 2753 2756 2759 rBvV 382 216 0.01% 0.002%
79 9.984 2763 2766 2770 rVB2 443 254 0.01% 0.002%
80 10.122 2807 2809 2817 rVB2 468 554 0.02% 0.005%
81 10.296 2857 2863 2867 rBV3 313 356 0.01% 0.004%
82 10.344 2875 2878 2881 rBV2 358 259 0.01% 0.003%
83 10.427 2891 2904 2922 rBV 284502 461312 19.40% 4 _539%
84 10.530 2933 2936 2940 rBV2 372 305 0.01% 0.003%
85 10.562 2944 2946 2951 rBV2 347 215 0.01% 0.002%
86 10.611 2956 2961 2963 rVV3 381 333 0.01% 0.003%
87 10.710 2988 2992 2998 rVB2 389 386 0.02% 0.004%
88 11.045 3086 3096 3097 rBV 398 395 0.02% 0.004%
89 11.186 3135 3140 3143 rBV2 408 485 0.02% 0.005%
90 11.286 3169 3171 3175 rBV2 440 404 0.02% 0.004%
91 11.366 3194 3196 3201 rVB2 466 218 0.01% 0.002%

92 11.479 3219 3231 3258 rBV 435055 702058 29.52% 6.907%
93 11.855 3335 3348 3372 rBV 408382 675538 28.41% 6.646%

94 12.723 3615 3618 3621 rBV 312 262 0.01% 0.003%
95 13.032 3711 3714 3720 rBV3 331 353 0.01% 0.003%
96 13.504 3858 3861 3865 rBV3 379 334 0.01% 0.003%
97 13.675 3911 3914 3918 rBV3 398 237 0.01% 0.002%
98 13.897 3981 3983 3986 rBV2 441 313 0.01% 0.003%
99 13.922 3989 3991 3994 rVvv2 399 224 0.01% 0.002%
100 14.514 4172 4175 4177 rBvV2 520 270 0.01% 0.003%
Sum of corrected areas: 10164202
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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 U\DATA\VU061819\
VU032836.D

18 Jun 2019 20:11

JC/SP

K3324-09DL 5X

5.0mL/MSVOA U/WATER

31 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 n-Propyl acetate Concentration Rank 1

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

6.70 21.65 ug/L 238398 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 64
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isobutylamine 73 C4H11IN 000078-81-9 9

Abundance Scan 1745 (6.701 min): VU032836.D (-1732) (-) m/z 43.00 100.00%
43.0
5000
61.0
| 869 07 1 6.40 6.60 6.80 7.00
et 88 2%l m/z 61.00  27.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43.0
5000 AR RN L L
6.40 6.60 6.80 7.00
61.0 m/z 73.00 15.30%
270 ) | | 1o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: n-Propyl acetate
43.0
640 6.60 680 7.00
5000 m/z 42.00 11.21%
61.0
l 27\\0 l 1 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: n-Propyl acetate P e
43.0 6.40 6.60 6.80 7.00
m/z 41.00 10.80%
5000
270 61.0
‘m il L |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 Propanoic acid, l1-methyleth... Concentration Rank 5

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

7.41 4_.15 ug/L 45656 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 64
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 64
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 45
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42

Abundance Scan 1966 (7.411 min): VU032836.D (-1952) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0
| ‘ 101.0 7.00 7.20 7.40 7.60 7.80
1 Y Y S — m/z 42.95 58.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000
29.0 7.00 7.20 7.40 7.60 7.80
75.0 m/z 75.00 31.52%
‘ L . 89. o 101.0
miz--> B % % 40 % 60 70 8 90 100 110 130
Abundance #8199: Propanoic acid, 1-methylethyl ester
57.0
43.0 R A UL L
7.00 7.20 7.40 7.60 7.80
5000 29.0 m/z 41.00 22 .76%
15.0 0
: 101.0
"'l'j“l"lll"““h'“'|'“'“""|”"|"'?{q"“'“'l}}§2"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8198: Propanoic acid, 1-methylethy! ester e e e
57.0 7.00 7.20 7.40 7.60 7.80
m/z 39.00 11.41%
5000 43.0
75.0
29.0
101.0
15.0 \‘ i | | 850 | 116.0
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _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 4 Propanoic acid, propyl ester Concentration Rank 3

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

8.41 10.55 ug/L 147582 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 2277 (8.411 min): VU032836.D (-2268) (-) m/z 57.00 100.00%
57.0 ”
5000 75.0
41|0 ‘ 070 8.00 8.20 8.40 8.60 8.80
L] A0 m/z 74.95 42.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57.0
29.0
5000
75.0 8.00 8.20 8.40 8.60 8.80
m/z 43.05 20.15%
ey J"%OR;Q%ljiq UL AR BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8163: Propanoic acid, propyl ester
57.0
8.00 8.20 8.40 8.60 8.80
5000 750 m/z 41.00 15.39%
29.0 '
'”I'M”“W'”“"“I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57.0 8.00 8.20 8.40 8.60 8.80
m/z 42.00 9.40%
29.0
75.0
5000
“'|'“'|'”'|'“'|'”'|'H§P'“'|'”'|'“'|'”'|“" “T“4$ﬁjkliﬁ*Tﬁ*Tﬁl
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032836.D

Aca On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 Butanoic acid, l-methylethy... Concentration Rank 4

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

8.90 7.82 ug/L 109466 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 64
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64

Abundance Scan 2429 (8.900 min): VU032836.D (-2417) (-) m/z 43.10 100.00%
431
71.1
5000
89.1
59.1
102.0 115.1 8.60 8.80 9.00 9.20
...,....,....,....|i!:-..,....'!....,:'...,...!,....,:...,..'..,....,...., m/z 71.10 74.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 AR LR L S
89.0 8.60 8.80 9.00 9.20
60.0 ' m/z 41.00 33.69%
27.0 :
150 T fl || 1020 1150 1309
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
8.60 8.80 9.00 9.20
0
5000 89.0 m/z 89.10 27 .89%
210 60.0
150 |l || 1020 1150 1309
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethy! ester R m
43.0 8.60 8.80 9.00 9.20
m/z 39.00 17.53%
71.0
5000
59.0 89.0
27.0 M‘ | ‘ | 102.0 115.0
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061819\
Data File : VU032836.D

Acq On 18 Jun 2019 20:11

Operator : JC/SP

Sample : K3324-09DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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]
n-Propyl acetate 6.70 21.6 ug/L 238398 1 5.88 550494 50.0
Propanoic acid, 1... 7.41 4.2 ug/L 45656 1 5.88 550494 50.0
Propanoic acid, p.--. 8.41 10.6 ug/L 147582 2 9.08 699614 50.0
Butanoic acid, 1-... 8.90 7.8 ug/L 109466 2 9.08 699614 50.0
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