LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .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 1.392 87 94 104 rBV 335054 354254 3.31% 0.909%
2 1.466 112 117 128 rBvY 24797 26029 0.24% 0.067%
3 1.672 173 181 196 rvVB 275495 347848 3.25% 0.893%
4 2.257 354 363 373 rVB 502522 749848 7 .00% 1.924%
5 2.550 451 454 455 rBV3 1760 1154 0.01% 0.003%
6 2.608 464 472 479 rBvV2 4694 8659 0.08% 0.022%
7 2.682 481 495 530 rBVY 5981519 10715504 100.00% 27.498%
8 3.122 628 632 636 rVB7 2366 2382 0.02% 0.006%
9 3.164 636 645 650 rBV10 4686 8022 0.07% 0.021%
10 3.232 664 666 672 rBV6 1324 1215 0.01% 0.003%
11 3.357 703 705 707 rBV3 1258 642 0.01% 0.002%
12 3.608 780 783 788 rVB5 1882 1411 0.01% 0.004%
13 3.743 823 825 828 rVB3 943 456 0.00% 0.001%
14 3.759 828 830 837 rVB5 1873 1646 0.02% 0.004%
15 3.785 837 838 841 rBV2 801 431 0.00% 0.001%
16 3.804 841 844 848 rBV4 1345 939 0.01% 0.002%
17 3.865 858 863 865 rBv4 1361 1136 0.01% 0.003%
18 3.936 880 885 887 rBv4 1634 1459 0.01% 0.004%
19 3.949 887 889 893 rBV4 838 580 0.01% 0.001%
20 3.971 893 896 897 rBv4 882 491 0.00% 0.001%
21 3.984 897 900 901 rBV3 1248 735 0.01% 0.002%
22 4.048 918 920 925 rBvV4 740 584 0.01% 0.001%
23 4.071 925 927 929 rBV2 769 432 0.00% 0.001%
24 4.087 929 932 933 rBV2 1347 523 0.00% 0.001%
25 4.151 939 952 979 rBV 252444 680664 6.35% 1.747%
26 4.354 1013 1015 1018 rBvV4 1285 947 0.01% 0.002%
27 4.479 1052 1054 1059 rvB3 1308 764 0.01% 0.002%
28 4.518 1063 1066 1068 rVvB4 1488 891 0.01% 0.002%
29 4.543 1071 1074 1076 rBv4 1586 747 0.01% 0.002%
30 4.621 1082 1098 1121 rBvV 398250 947384 8.84% 2.431%
31 4.849 1163 1169 1170 rBVv4 1805 1719 0.02% 0.004%
32 4.942 1196 1198 1202 rVB3 1051 598 0.01% 0.002%
33 4.971 1205 1207 1210 rBv4 1159 525 0.00% 0.001%
34 5.039 1223 1228 1230 rBv4 1240 1126 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .M
Title : VOC Analysis
35 5.077 1237 1240 1241 rBV3 1433 637 0.01% 0.002%
36 5.116 1247 1252 1255 rBV6 1452 1480 0.01% 0.004%
37 5.145 1258 1261 1263 rVB4 951 505 0.00% 0.001%
38 5.164 1263 1267 1270 rBVv4 1277 1199 0.01% 0.003%
39 5.183 1271 1273 1278 rVB5 1165 1006 0.01% 0.003%
40 5.222 1281 1285 1287 rBV5 871 649 0.01% 0.002%

41 5.315 1289 1314 1345 rBV2 820813 2480886 23.15% 6.366%
42 5.527 1369 1380 1408 rBV 97880 221142 2.06% 0.567%

43 5.711 1433 1437 1438 rBv4 1157 712 0.01% 0.002%
44 5.723 1438 1441 1445 rVB7 2116 1667 0.02% 0.004%
45 5.743 1445 1447 1451 rVB4 2036 1374 0.01% 0.004%
46 5.768 1452 1455 1460 rBV6 2618 2875 0.03% 0.007%

47 5.862 1471 1484 1503 rBV 659865 1367749 12.76% 3.510%
48 6.305 1610 1622 1643 rVB 571803 1140007 10.64% 2.925%
49 6.682 1727 1739 1777 rBV 2235195 4109202 38.35% 10.545%
50 7.206 1890 1902 1919 rBV 328010 603454 5.63% 1.549%

51 7.399 1951 1962 1973 rBV 260775 439924 4.11% 1.129%
52 7.543 1994 2007 2025 rBV 1136715 2054946 19.18% 5.273%
53 7.826 2084 2095 2118 rBv2 308317 568480 5.31% 1.459%
54 8.064 2167 2169 2171 rBV3 1127 488 0.00% 0.001%
55 8.132 2178 2190 2206 rBV 480283 803339 7.50% 2.061%

56 8.212 2209 2215 2216 rBV3 19191 17871 0.17% 0.046%
57 8.289 2229 2239 2262 rVB 986455 1703724 15.90% 4.372%
58 8.395 2262 2272 2286 rBV 777585 1218315 11.37% 3.126%

59 8.508 2301 2307 2323 rVB3 43727 76406 0.71% 0.196%
60 8.707 2367 2369 2372 rBV3 2154 1268 0.01% 0.003%
61 8.723 2372 2374 2376 rBV 1047 681 0.01% 0.002%

62 8.884 2411 2424 2443 rBV 989510 1600063 14.93% 4.106%
63 9.067 2463 2481 2509 rBvV 984541 1701168 15.88% 4 _365%

64 9.280 2545 2547 2549 rBV3 1457 802 0.01% 0.002%
65 9.357 2556 2571 2583 rVB5 20020 39608 0.37% 0.102%
66 9.428 2591 2593 2597 rVB3 2121 1107 0.01% 0.003%
67 9.514 2617 2620 2622 rBV3 908 657 0.01% 0.002%
68 9.585 2632 2642 2657 rBV3 22883 45626 0.43% 0.117%
69 9.685 2670 2673 2677 rBV3 1100 826 0.01% 0.002%

70 9.746 2681 2692 2709 rBV3 127985 238754 2.23% 0.613%
71 9.881 2731 2734 2736 rBV3 2011 1168 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 35 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\SOMULMO91919WMA .M
Title : VOC Analysis
72 9.913 2740 2744 2746 rBV3 3286 3008 0.03% 0.008%
73 10.019 2769 2777 2784 rBVS 3981 6859 0.06% 0.018%
74 10.305 2862 2866 2870 rBV6 1234 1081 0.01% 0.003%
75 10.354 2878 2881 2885 rBV6 1733 1640 0.02% 0.004%
76 10.408 2885 2898 2922 rVV 751023 1218599 11.37% 3.127%
77 10.514 2928 2931 2933 rBV3 2014 1057 0.01% 0.003%
78 10.662 2972 2977 2981 rBV5 4508 5329 0.05% 0.014%
79 10.730 2996 2998 2999 rBV2 1504 663 0.01% 0.002%
80 10.752 3001 3005 3016 rVB6 6963 7820 0.07% 0.020%
81 10.813 3021 3024 3026 rBv4 1755 1253 0.01% 0.003%
82 10.871 3040 3042 3044 rBV2 801 397 0.00% 0.001%
83 10.884 3044 3046 3047 rBV2 1082 444 0.00% 0.001%
84 10.952 3059 3067 3073 rBVS 7198 10373 0.10% 0.027%
85 11.054 3095 3099 3102 rBV5 1938 1705 0.02% 0.004%
86 11.125 3113 3121 3134 rBV2 19158 32176 0.30% 0.083%
87 11.228 3151 3153 3155 rBV3 1031 568 0.01% 0.001%
88 11.296 3171 3174 3179 rBV7 1774 1678 0.02% 0.004%
89 11.460 3214 3225 3246 rBV 915503 1502289 14.02% 3.855%
90 11.739 3307 3312 3321 rBvVS 7263 11171 0.10% 0.029%
91 11.836 3331 3342 3366 rBVY 1031046 1698160 15.85% 4 .358%
92 12.398 3515 3517 3520 rVB2 1989 1029 0.01% 0.003%
93 12.427 3524 3526 3530 rBV3 1368 935 0.01% 0.002%
94 12.456 3532 3535 3538 rBV4 3038 2651 0.02% 0.007%
95 12.681 3602 3605 3615 rBVS 3850 4434 0.04% 0.011%
96 12.916 3676 3678 3681 rBV4 1505 661 0.01% 0.002%
97 13.730 3921 3931 3948 rBV 39186 93437 0.87% 0.240%
98 14.128 4052 4055 4061 rBVS 2638 3131 0.03% 0.008%
99 14.524 4176 4178 4185 rBV6 2150 1657 0.02% 0.004%
100 15.048 4334 4341 4356 rVB3 22610 43087 0.40% 0.111%
Sum of corrected areas: 38968802
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91919WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU034758.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 acetate Concentration Rank 7

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

5.53 8.08 ug/L 221142 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 59
2 lIsopropvl acetate 102 C5H1002 000108-21-4 56
3 Isopropvl acetate 102 C5H1002 000108-21-4 50
4 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 10
5 n-Propyl acetate 102 C5H1002 000109-60-4 9

Abundance Scan 1381 (5.531 min): VU034758.D (-1369) (-) m/z 43.00 100.00%
43
5000
61 rrrrerryrrr T T e r ey rTTT
87 520 5.40 560 5.80
0 ...,....,....,..3.7.',|!:~..?.1...',|...‘??....,...|.,....1,0.1...,. m/z 61.00 15.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4254: |sopropyl acetate
43
5000
520 5.40 560 5.80
61 m/z 41.00 14 _.25%
15 27 87
0 "'I'J"I"J'I"??le"l""“""I""I"J'I'"'}Q%"I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
520 5.40 560 5.80
5000 m/z 87.00 10.46%
61
87
0 "'I'%?'I"?TI"??I""I""I""I""I""I' "}P}"'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4253: Isopropy! acetate B Raa s e ARERRES
43 520 5.40 560 5.80
m/z 42.00 9.21%
5000
27 61
o | 3nyl, 55 8 ;1
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 5.40 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 n-Propyl acetate Concentration Rank 1

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

6.68 150.22 ug/L 4109200 1,4-Difluorobenzene 5.86
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 83
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 Isopropvl acetate 102 C5H1002 000108-21-4 38
5 1-Butanamine 73 C4H11IN 000109-73-9 7

Abundance Scan 1738 (6.678 min): VU034758.D (-1727) (-) m/z 43.00 100.00%
43
5000
61
- 73 — 140 6.40 6.60 6.80 7.00
0'W””I””P'JM“W'”ﬁ”'Wl”P”'P”W'”W””I””P”W'”W”” m/z 61.00 24.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4251: n-Propyl acetate
43
5000 L B LR LN UL
6.40 6.60 6.80 7.00
61 m/z 73.00 12.28%
27 73
0 "I""I""'I""I""I'"'I""I""'I"''I"":IL'OI3II IR SRR SR D B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
6.40 6.60 6.80 7.00
5000 m/z 42.00 11.04%
61
73
o 15 27 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4250: n-Propy! acetate
43 6.40 6.60 6.80 7.00
m/z 40.95 9.46%
5000
27 Gf -
0”P”W”ﬂ%”“””P”ﬁ””PMW””P”W””P”W””P”W””P”' R R L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 unknown-01 Concentration Rank 5

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

7.21 22.06 ug/L 603454 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 17
2 Cvclopropane 42 C3H6 000075-19-4 10
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 9
4 1.4-Cvclohexadiene 80 C6H8 000628-41-1 9
5 1,3,5-Hexatriene 80 C6H8 002235-12-3 9

Abundance Scan 1903 (7.209 min): VU034758.D (-1890) (-) m/z 79.00 100.00%
70
42
5000
114
| ’5 ‘ o1 || 174 6.80 7.00 7.20 7.40 7.60
Ol 22 oL L A4 Tn/z 42.00  57.43%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #11979: 2-Propanol, 1,3-dichloro-
79
5000
43 6.80 7.00 7.20 7.40 7.60
m/z 81.00 31.85%
15
0 29 . 61 | 91 103113 125
mz-> 0 20 40 60 80 100 120 140 160
Abundance
42
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 27 .34%
27
, 14
e e L S L S UL L B R B S B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1079: 1,3-Cyclohexadiene AR e
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 20.49%
5000
27 39 5
0'I"}?Iﬂ"W'ww'P“'ml"”I""I'”'I""I”"I' I L UL U
m/z--> 0 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Propanoic acid, l1-methyleth... Concentration Rank 6

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

7.40 16.08 ug/L 439924 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 56
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 42
5 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 33

Abundance Scan 1962 (7.399 min): VU034758.D (-1951) (-) m/z 56.95 100.00%
57
5000
4 75 N
101 7.00 7.20 7.40 7.60 7.80
0 140 207 m/z 43.00 68.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8199: Propanoic acid, 1-methylethyl ester
57
5000 29
7.00 7.20 7.40 7.60 7.80
& m/z 74.95 24 .92%
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 40.95 23.23%
29
75
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8198: Propanoic acid, 1-methylethy! ester
57 7.00 7.20 7.40 7.60 7.80
m/z 39.00 9.95%
5000
75
29
J 101
0"%?IJ”'1"'""”'P"'J”%%?'”'I"'W"""" SRR SRS SRS LAY SRR IR S I L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

8.13 23.61 ug/L 803339 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 59
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 59
4 N-Hvdroxvmethylacetamide 89 C3H7NO2 000625-51-4 45
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 38

Abundance Scan 2189 (8.129 min): VU034758.D (-2178) (-) m/z 42.95 100.00%
43
5000
71
89 7.80 8.00 8.20 8.40
59
Ol el 280 207288 o 71.00 29.18Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 AR SRS AR AR
7.80 8.00 8.20 8.40
27 1 m/z 41.00 26.68%
. s s gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
7.80 8.00 8.20 8.40
5000 m/z 38.95 11.31%
27 71
0 59 89 102115 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43 7.80 8.00 8.20 8.40
m/z 89.10 10.40%
5000
71
89
27
m/z--> 25 40 éo 80 100 150 140 160 180 200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91919WMA .M

Quant Method :
: VOC Analysis

Quant Title

C:\DATABASENNIST11.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 6 Propanoic acid, propyl ester Concentration Rank 3

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

8.40 35.81 ug/L 1218320 Chlorobenzene-d5 9.07
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 78
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 72
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 33

Abundance Scan 2273 (8.399 min): VU034758.D (-2262) (-) m/z 57.00 100.00%
g7
5000 5 f\\
43 T T E—
87 800 8.20 840 8.60 8.80
o..,....,....,..??',|!|...5,0...',...‘??.:..,...'.,....1,0.1...,??‘.‘.,... m/z 75.00 37.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
5
5000 75 LRI LS I I
29 800 8.20 840 8.60 8.80
43 m/z 43.00 21.88%
15wy e
RSN U UL SR SO SR SULIUL SO SR L B B
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
57
29 8.00 8.20 8.40 8.60 8.80
5000 m/z 40.95 15.54%
43 £
0 "|""|""|"??|""|""|""|""l"éTl""lp}"'l}}El"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester
g 8.00 8.20 8.40 8.60 8.80
m/z 41.95 9.68%
29
75
5000
ol 15 137 M‘ \ 115
m/z--> 10 2 ] 4'0 50 p 7'0 80 90 100 110 120 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\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Butanoic acid, l-methylethy... Concentration Rank 2

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

8.88 47.03 ug/L 1600060 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
4 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2423 (8.881 min): VU034758.D (-2411) (-) m/z 43.00 100.00%
43
71
5000
‘ 89
60 8.60 8.80 9.00 9.20
115
b L 2025 330 a1 o1 T 61, 80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
5000 L I LR L UL
85 8.60 8.80 9.00 9.20
07 60 m/z 40.95 31.53%
s T ] 102115 1
m/z--> 20 40 60 80 160 150 140 160 180 200
Abundance
43
7 860 8.80 9.00 9.20
5000 m/z 89.10 22 .44%
27
0 89
102 115 139
G L S L S WL B L B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester R R
43 8.60 8.80 9.00 9.20

m/z 38.95 15.77%

7
5000
o 89
27 | 7 | | 102us
o SN N P

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Butanoic acid, propyl ester Concentration Rank 8

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

9.75 7.02 ug/L 238754 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 83
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78

Abundance Scan 2693 (9.749 min): VU034758.D (-2681) (-) m/z 71.00 100.00%
7
5000 8
60 101 207 9.40 9.60 9.80 10.00
0 m/z 42.95 96.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13470: Butanoic acid, propy! ester
7
43 89
5000

9.40 9.60 9.80 10.00
m/z 89.00 51.38%

27 ‘ 60
0..}?,.‘a‘..‘i‘a..‘.‘l‘..l‘.,..‘..lﬁ%...,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
T P T
9.40 9.60 9.80 10.00
5000 27 89 m/z 40.95  46.24%
60
o 101 115 129
IR o o o LA i o e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13455: Butanoic acid, propy! ester
43 7 9.40 9.60 9.80 10.00
m/z 41.95 22.73%
27
5000 89
60
15
A V| Y D 3 -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034758.D

Aca On : 24 Sep 2019 01:14

Operator : JC/SP

Sample : K4932-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O91919WMA .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 Azulene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.73 3.11 ug/L 93437 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 94
2 Naphthalene 128 C10H8 000091-20-3 91
3 Naphthalene 128 C10H8 000091-20-3 90
4 Azulene 128 C10H8 000275-51-4 90
5 1H-Indene, l-methylene- 128 C10H8 002471-84-3 87

Abundance Scan 3931 (13.730 min): VU034758.D (-3921) (-) m/z 128.10 100.00%
5000 /\\KWM‘
AU A TGRS
39 50 63 75 102 13.40 13.60 13.80 14.00
ol o a2 Tw/z 127.10 14.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11936: Azulene
128
5000
13.40 13.60 13.80 14.00
51 102 m/z 129.10 10.43%
64
e . A
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
128
13.40 13.60 13.80 14.00
5000 m/z 102.00 9.68%
o 51 63 75 g7 102145
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11939: Naphthalene
128 13.40 13.60 13.80 14.00
m/z 63.00 8.87%
5000
ol 27 30 O O 7787 102933
m/z--> 20 40 ' 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_U\DATA\VU092319\
Data File : VU034758.D

Acq On : 24 Sep 2019 01:14

Operator : JC/SP

Sample - K4932-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM091919WMA .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl acetate 5.53 8.1 ug/L 221142 1 5.86 1367750 50.0
n-Propyl acetate 6.68 150.2 ug/L 4109200 1 5.86 1367750 50.0
unknown-01 7.21 22_.1 ug/L 603454 1 5.86 1367750 50.0
Propanoic acid, 1... 7.40 16.1 ug/L 439924 1 5.86 1367750 50.0
Propanoic acid, 2... 8.13 23.6 ug/L 803339 2 9.07 1701170 50.0
Propanoic acid, p-.-. 8.40 35.8 ug/L 1218320 2 9.07 1701170 50.0
Butanoic acid, 1-... 8.88 47.0 ug/L 1600060 2 9.07 1701170 50.0
Butanoic acid, pr... 9.75 7.0 ug/L 238754 2 9.07 1701170 50.0
Azulene 13.73 3.1 ug/L 93437 3 11.46 1502290 50.0
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