LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM0O82218WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1.085 136 154 174 rBV 1799778 1891217 12.07% 3.523%

1.182 179 184 194 rVB3 11755 12843 0.08% 0.024%
rBV 11954649 12614220 80.50% 23.499%
1.471 269 274 283 rVB 62162 71104 0.45% 0.132%

abrwWNPEF
=
D
o
o
N
N
w
N
a1
N
N
(o)}
(o0}

1.680 331 339 355 rvB 109905 149566 0.95% 0.279%

1.947 412 422 435 rVB 505174 685544 4._.37% 1.277%

6

7 2.130 470 479 489 rBV5 20742 34284 0.22% 0.064%
8 2.191 492 498 506 rvv2 18934 26712 0.17% 0.050%
9 2.272 507 523 532 rvv2 270208 565045 3.61% 1.053%
10 2.320 532 538 548 rvv 108336 167556 1.07% 0.312%
11 2.378 549 556 568 rVvB 44204 68241 0.44% 0.127%
12 2.442 568 576 584 rBV 27426 45781 0.29% 0.085%
13 2.982 732 744 759 rBV 71377 132535 0.85% 0.247%
14 3.188 799 808 821 rvB8 3288 7585 0.05% 0.014%
15 3.304 832 844 859 rVvB3 16382 35133 0.22% 0.065%
16 3.423 877 881 882 rBv2 1614 960 0.01% 0.002%
17 3.613 932 940 941 rBv4 2388 2487 0.02% 0.005%
18 3.992 1043 1058 1081 rBv4 24554 62879 0.40% 0.117%
19 4.092 1081 1089 1092 rBV4 1763 2659 0.02% 0.005%
20 4.230 1102 1132 1172 rBV 6218123 15669629 100.00% 29.191%
21 4.568 1226 1237 1248 rBV2 24124 55135 0.35% 0.103%
22 4.651 1249 1263 1286 rVB 217216 507714 3.24% 0.946%
23 4.889 1333 1337 1345 rVB7 1331 1414 0.01% 0.003%
24 5.342 1454 1478 1507 rBV2 414299 1230252 7.85% 2.292%
25 5.468 1514 1517 1522 rVB4 1339 1213 0.01% 0.002%
26 5.587 1546 1554 1556 rBV5 809 942 0.01% 0.002%
27 5.648 1562 1573 1574 rBV3 3799 4492 0.03% 0.008%
28 5.786 1603 1616 1633 rBV2 38601 80043 0.51% 0.149%
29 5.889 1633 1648 1665 rVV 396005 773568 4.94% 1.441%
30 6.188 1727 1741 1755 rBV3 22540 42773 0.27% 0.080%

31 6.333 1771 1786 1805 rBv2 278059 613969 3.92% 1.144%
32 6.420 1805 1813 1830 rVB 54325 101133 0.65% 0.188%
33 6.532 1832 1848 1861 rBV 253643 476566 3.04% 0.888%
34 6.677 1890 1893 1896 rVB4 916 634 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM0O82218WMA .M
Title : VOC Analysis

35 6.789 1919 1928 1930 rBvVS8 1599 1850 0.01% 0.003%
36 7.230 2052 2065 2084 rBvV 165678 287597 1.84% 0.536%
37 7.342 2090 2100 2108 rBV5 3757 7586 0.05% 0.014%
38 7.468 2129 2139 2149 rBVv4 9687 17402 0.11% 0.032%

39 7.567 2157 2170 2189 rBvV 580396 1001460 6.39% 1.866%
40 7.850 2238 2258 2267 rBV2 125426 285226 1.82% 0.531%

41 7.902 2268 2274 2290 rVB3 29265 52992 0.34% 0.099%
42 8.136 2337 2347 2350 rBV6 6739 10226 0.07% 0.019%
43 8.185 2354 2362 2372 rBV2 31637 67645 0.43% 0.126%

44 8.313 2392 2402 2431 rVB 488235 840304 5.36% 1.565%
45 8.468 2435 2450 2483 rBV 3858392 6167184 39.36% 11.489%

46 8.789 2542 2550 2553 rVB5 1006 1306 0.01% 0.002%
47 8.950 2592 2600 2608 rVB6 3239 5160 0.03% 0.010%
48 9.046 2620 2630 2633 rBv4 12074 16443 0.10% 0.031%
49 9.091 2634 2644 2665 rVB 596698 964810 6.16% 1.797%
50 9.259 2688 2696 2700 rBV5 3836 5160 0.03% 0.010%
51 9.345 2716 2723 2727 rBV3 6027 8150 0.05% 0.015%
52 9.445 2749 2754 2755 rBV2 969 861 0.01% 0.002%
53 9.493 2766 2769 2771 rBV3 1112 765 0.00% 0.001%
54 9.526 2772 2779 2793 rVB4 13630 21492 0.14% 0.040%
55 9.616 2806 2807 2812 rVB 1002 638 0.00% 0.001%
56 9.686 2822 2829 2843 rBV4 7001 11760 0.08% 0.022%
57 9.783 2852 2859 2863 rBv4 1648 1945 0.01% 0.004%
58 9.818 2866 2870 2873 rVVv3 787 674 0.00% 0.001%
59 9.921 2890 2902 2909 rBV 32218 52031 0.33% 0.097%
60 10.027 2925 2935 2948 rBV 225405 341096 2.18% 0.635%
61 10.249 2995 3004 3012 rVBS8 2824 5243 0.03% 0.010%
62 10.432 3046 3061 3075 rVvVv 434976 691954 4._.42% 1.289%
63 10.490 3075 3079 3091 rVB6 3973 6274 0.04% 0.012%
64 10.570 3100 3104 3109 rVV5 2852 3136 0.02% 0.006%
65 10.619 3109 3119 3137 rVB4 18720 42146 0.27% 0.079%
66 10.754 3152 3161 3188 rVB7 12061 36355 0.23% 0.068%
67 10.876 3193 3199 3203 rBV6 1173 1590 0.01% 0.003%
68 10.969 3212 3228 3243 rBV2 310055 644832 4.12% 1.201%
69 11.075 3252 3261 3266 rBV 40370 61396 0.39% 0.114%

70 11.111 3266 3272 3295 rVB 66082 123472 0.79% 0.230%
71 11.259 3309 3318 3324 rBV2 16766 24377 0.16% 0.045%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM0O82218WMA .M
Title : VOC Analysis

72 11.304 3326 3332 3337 rBvV8 7561 12303 0.08% 0.023%
73 11.371 3347 3353 3364 rVB3 52923 76057 0.49% 0.142%
74 11.484 3376 3388 3405 rVB 719731 1114732 7.11% 2.077%
75 11.570 3407 3415 3426 rBvV4 13738 21444 0.14% 0.040%

76 11.686 3441 3451 3462 rBV2 71416 126280 0.81% 0.235%
77 11.754 3464 3472 3487 rVB4 60688 108193 0.69% 0.202%
78 11.860 3493 3505 3518 rBV 667036 1066451 6.81% 1.987%
79 11.988 3536 3545 3550 rBV2 16767 28839 0.18% 0.054%
80 12.027 3552 3557 3571 rVB4 33282 54401 0.35% 0.101%

81 12.223 3606 3618 3637 rBV 449862 680000 4._.34% 1.267%
82 12.455 3681 3690 3712 rVV2 122359 212611 1.36% 0.396%
83 12.567 3716 3725 3743 rVB2 76657 114249 0.73% 0.213%

84 12.767 3784 3787 3789 rBV3 1444 1169 0.01% 0.002%
85 12.886 3820 3824 3826 rBv4 1874 1676 0.01% 0.003%
86 12.969 3843 3850 3859 rBV9 6367 9489 0.06% 0.018%
87 13.114 3886 3895 3905 rBV 44005 66416 0.42% 0.124%
88 13.323 3953 3960 3962 rBV2 18051 19172 0.12% 0.036%
89 13.358 3964 3971 3993 rVB2 138156 225017 1.44% 0.419%
90 13.503 4012 4016 4024 rVB6 2978 3705 0.02% 0.007%
91 13.718 4080 4083 4085 rBV2 1190 902 0.01% 0.002%
92 13.744 4086 4091 4097 rBv4 4202 5902 0.04% 0.011%
93 13.779 4098 4102 4103 rBV3 5421 3714 0.02% 0.007%
94 14.033 4174 4181 4192 rBvV4 11348 17977 0.11% 0.033%
95 14.281 4253 4258 4259 rBV2 3797 3366 0.02% 0.006%

96 14.403 4286 4296 4303 rBV 214268 323979 2.07% 0.604%
97 14.557 4336 4344 4359 rVB 54427 84692 0.54% 0.158%
98 14.795 4410 4418 4435 rVB2 71627 109843 0.70% 0.205%
99 15.033 4481 4492 4519 rBvV 675267 1063025 6.78% 1.980%
100 15.377 4589 4599 4620 rBV3 104156 175596 1.12% 0.327%

Sum of corrected areas: 53679566
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vu082718\
VU026390.D

27 Aug 2018 11:40

MD/SY

J4622-01

5.0mL/MSVOA_U/WATER

5 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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.

1.95 44 _31 ug/L 685544 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35

Abundance Scan 423 (1.950 min): VU026390.D (-412) (-) m/z 43.05 100.00%
43 n
5000
o7 72 1.60 1.80 2.00 2.20
...,....,....,....,...3?|i.:..??.I:'.,‘??..,!...,....,.9.4..,. m/z 42.05  58.76%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20
27 57 72 m/z 41.10 54 .48%
15 |.| 37|| Il 51 I|| 63
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #707: Pentane
43
SRS RS SR R
1.60 1.80 2.00 2.20
5000 m/z 39.00 19.26%
27
s gl T
mz> 0 10 20 30 40 50 60 70 80 90 100
Abundance #708: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.10 15.74%
5000 27
15 57 72
"W%'”I'”'I”"P"W"”?%”'I”"P'”I'”'I”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Dimethyl sulfide Concentration Rank 22

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

2.38 4.41 ug/L 68241 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 91
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 86
5 Ethanethiol 62 C2H6S 000075-08-1 80

Abundance Scan 557 (2.381 min): VU026390.D (-549) (-) 62.00 100.00%
47 62
5000
207 200 220 2.40 2.60 2.80
- 47.00 84 .84%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #336: Dimethyl sulfide
47 @2
5000
35 200 220 2.40 2.60 2.80
45.00 54 _.36%
15
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #337: Dimethyl sulfide
47 6o
2.00 2.20 2.40 2.60 2.80
5000 m/z 46.00 41.09%
35
15
W"AW'L*WlN'W"'W"'W"'W"”I"” [rrrrprrorrprT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #338: Dimethyl sulfide
47 6o 2.00 2.20 2.40 2.60 2.80
m/z 60.95 36.59%
5000
35
15
L
'P'J'P"WIP'W"'W"”I"”I"” SRS EEDE NS SR AR LR AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 200 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Isopropyl Alcohol Concentration Rank 29

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

2.44 2.96 ug/L 45781 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Ethylamine 45 C2H7N 000075-04-7 7
5 Oxirane, (methoxymethyl)- 88 C4H802 000930-37-0 4

Abundance Scan 575 (2.439 min): VU026390.D (-568) (-) m/z 45.05 100.00%
45
5000
a1 220 240 260 2.80
3 59
...,....,....,....,....,....,....,..ﬁ,!!l: oo e || /2 43.00  23.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: |sopropy! Alcohol
45
5000 BN AN L U
2.20 2.40 2.60 2.80
27 m/z 41.00 11.10%
AR o i) 59
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45
220 240 260 2.80
5000 m/z 38.95 8.35%
27
15 19
'“|'“'|}EIL*'w"“l‘“l?ﬁ"ﬁQ?ﬁfL' ”"P"W"?ﬂ"'ﬁ"ﬁq'”'l”'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #297: Isopropy! Alcohol
45 2.20 2.40 2.60 2.80
m/z 41.95 5.99%
5000
27
”.,..”,...ﬁ?.}ﬁ....“l.l?&..,.ﬁqfﬁ.: '“'|'§%|"?ﬁ""v"'|“"|'“ AR AR LRSS RARRE AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Butanal Concentration Rank 23

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

3.99 4_.06 ug/L 62879 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 64
4 Butanal 72 C4H80 000123-72-8 58
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43

Abundance Scan 1057 (3.989 min): VU026390.D (-1043) (-) m/z 44.00 100.00%
414
72
5000
57 NNV VI N N
3 5053, 3.60 3.80 4.00 4.20 4.40
S S——t AU o 1o 1 N 1 DU m/z 43.10 93.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41
72
5000

3.60 3.80 4.00 4.20 4.40
15 57 m/z 41.00 84.16%
| 3134

| 18 24| Al 50 54 | 60 6669,

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal

a1 44

72 3.60 3.80 4.00 4.20 4.40
5000 29 m/z 72.00 70.39%
57

2 3
15 19 9]|| 33 4 50 54 6669

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #648: Butanal

44 3.60 3.80 4.00 4.20 4.40
m/z 39.10 50.24%

27 41 72

5000
57
24 |||31 3534 |||, 50 54 69,
T e e e e R

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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-Butanol Concentration Rank 25

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

4_.57 3.56 ug/L 55135 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol 74 C4H100 000078-92-2 83
2 2-Butanol, (R)- 74 C4H100 014898-79-4 78
3 2-Butanol, (R)- 74 C4H100 014898-79-4 78
4 2-Butanol 74 C4H100 000078-92-2 78
5 2-Butanol 74 C4H100 000078-92-2 72

Abundance Scan 1238 (4.571 min): VU026390.D (-1226) (-) m/z 45.05 100.00%
45
5000
59
39 420 4.40 4.60 4.80 5.00
i ]2 e Ee 00 26510
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #835: 2-Butanol
45
5000 A L R L
420 4.40 4.60 4.80 5.00
31 59 m/z 41.10 17.71%
T |""%?' "”lj"' ﬁ?Ll!"l "”'Jl' R ??' UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #845: 2-Butanol, (R)-
45
420 4.40 4.60 4.80 5.00
5000 m/z 43.00 16.83%
31 59
T T '|"2= ”IL' '?g‘ﬂl"sp""‘l"" |??' UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #846: 2-Butanol, (R)-
45 420 4.40 4.60 4.80 5.00
m/z 43.95 8.72%
5000
31 59
"|"”|"J‘A"ﬁ%J“'|"'w""7%"|'”'|"”|" A L IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 17

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

5.79 5.17 ug/L 80043 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 72
2 Heptane 100 C7H16 000142-82-5 59
3 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 45
4 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 45
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 45

Abundance Scan 1617 (5.789 min): VU026390.D (-1603) (-) m/z 43.10 100.00%
a3
5000 /\\
57 SR SN £\ N
86 100 540 560 580 6.00 6.20
3
..,....,....,...#iI...??.'”.,....,....?1..!.,....,'...., m/z 41.00 44.81%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
43
5000 57 71

29 540 5.60 5.80 6.00 6.20
m/z 71.10 34 .53%
100
15 |. 38 || 51 | 65 | 85
e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3973: Heptane
43
NS N S—
540 5.60 5.80 6.00 6.20
5000 57 7 m/z 57.10 24.94%
29 100
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4441 1-Pentanol, 2-methyl-
43 540 5.60 5.80 6.00 6.20

m/z 70.00 24 .66%

5000
71
55
84
\ 50 65 | |

m/z--> 10 50 60 70 80 90 100 5.40 5.60 5. 80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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-Pentanone Concentration Rank 14

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

6.42 6.54 ug/L 101133 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Pentanone 86 C5H100 000107-87-9 86
3 2-Pentanone 86 C5H100 000107-87-9 80
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59

Abundance Scan 1813 (6.420 min): VU026390.D (-1805) (-) m/z 43.00 100.00%
48
5000
86
58 71 6.00 6.20 6.40 6.60 6.80
SN A | PN 0t NN RN -0 I m/z 86.05 22.25%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1706: 2-Pentanone
48
5000
6.00 6.20 6.40 6.60 6.80
86 m/z 41.05 11.73%
27 58 71
s sl s e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1709: 2-Pentanone
48
6.00 6.20 6.40 6.60 6.80
5000 m/z 71.05 9.47%
27 58 71 8
15 | 32 38], 53 | 63 |
miz--> 10 20 30 40 50 60 70 8 90
Abundance #1710: 2-Pentanone e BAa e
43 6.00 6.20 6.40 6.60 6.80
m/z 58.00 7.57%
5000
86
58 71
T "?ZI "'3§Jl" '|?%' l|"' '“" UL R RS DA RS RARSE RA
m/z--> 10 20 30 40 50 60 70 80 90 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\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Pentanal Concentration Rank 5

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

6.53 30.80 ug/L 476566 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 91
2 Pentanal 86 C5H100 000110-62-3 86
3 Pentanal 86 C5H100 000110-62-3 64
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 43
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 33

Abundance Scan 1847 (6.529 min): VU026390.D (-1832) (-) m/z 44.05 100.00%
5000 58 {&
6.20 6.40 6.60 6.80
o .~~.-':‘,.'.7.1.,8.4...,....,....,....,....,....,2197.. m/z 41.10 46.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1705: Pentanal
29
58
5000
6.20 6.40 6.60 6.80
m/z 58.10 40.56%
71 86
m/z--> ﬁo 40 65 85 160 150 150 1éo 1éo 260
Abundance #1704: Pentanal
i’}
29 SERARSE ARSI RARSERARAS
6.20 6.40 6.60 6.80
5000 m/z 57.05 31.01%
58
"}?I""I' "|'7}'|?§"|""|"' S S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1703: Pentanal
44 6.20 6.40 6.60 6.80
m/z 43.05 25.63%
5000 29 58
"”I"”I'”I'7aIéé”l"”l"”l"”l"”l"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SOMULMO82218WMA .M Thu Aug 30 03:49:46 2018 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Pentenal, (E)- Concentration Rank 31

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

7.90 2.75 ug/L 52992 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenal, (E)- 84 C5H80 001576-87-0 83
2 2-Pentenal, (E)- 84 C5H80 001576-87-0 81
3 2-Pentenal, (E)- 84 C5H80 001576-87-0 59
4 Pentanol, 4-methyl-4-nitro- 147 C6H13NO03 005215-92-9 50
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 43

Abundance Scan 2273 (7.899 min): VU026390.D (-2268) (-) m/z 55.10 100.00%
a9 83 F
5000
69 ‘ 207 7.60 7.80 8.00 8.20
e m/Z 83.05  59.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1407: 2-Pentenal, (E)-
56
29
1 84
5000
7.60 7.80 8.00 8.20
m/z 39.00 53.17%
69
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1405: 2-Pentenal, (E)-
56 84
7.60 7.80 8.00 8.20
5000 29 41 m/z 84.05 45.26%
69
..]'.Sl.“ .“l”..”H‘,.“.‘..|.‘...|....|....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1406: 2-Pentenal, (E)-
556 7.60 7.80 8.00 8.20
2739 m/z 41.05 34.17%
84
5000
Lo
“"|L'ﬂw“m$|““'F”"|”"|”"|“"|“"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Hexanal Concentration Rank 1

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

8.47 319.61 ug/L 6167180 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 86
3 Hexanal 100 C6H120 000066-25-1 83
4 Hexanal 100 C6H120 000066-25-1 83
5 Glutaraldehyde 100 C5H802 000111-30-8 43

Abundance Scan 2451 (8.471 min): VU026390.D (-2435) (-) m/z 44.05 100.00%
4a 5
5000
O T e i
3 . . . .
..,....,....,...:,'.| |..5,9.'.-.J,.??'.,'....,']...??...1?9...,.. m/z 56.10 96.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3767: Hexanal
4a 56
5000 UREBE RSN RS UL S
27 8.20 8.40 8.60 8.80
‘ ‘ - m/z 41.10 87.03%
15 )| sl so |l es | | 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3772: Hexanal
4a
%6 UREBE RN RS UL S
8.20 8.40 8.60 8.80
5000 27 m/z 57.10 67.40%
72 82
"w"w"“““?ﬂw‘“%1“'|“Jw“'“|L"w"w'“'|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3771: Hexanal A e AR R
44 56 8.20 8.40 8.60 8.80
m/z 43.10 64 .90%
5000 29
2 g
Il s8] \ 50 ||| 65 | 94 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Heptanone Concentration Rank 32

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

9.92 2.70 ug/L 52031 Chlorobenzene-d5 9.09
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 90
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 78
4 2-Nonanone 142 C9H180 000821-55-6 72
5 2-Heptanone 114 C7H140 000110-43-0 72

Abundance Scan 2902 (9.921 min): VU026390.D (-2890) (-) m/z 43.00 100.00%
a3
58
5000
s 9.60 9.80 10.00 10.20
99 114 : : :
...,....,....,..??','::..?.1.'..',....,|....??...,....~,....,.:..,.. m/z 58.00 54.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000 AR A LA AR
9.60 9.80 10.00 10.20
m/z 71.10 18.72%
27 71
37| s51,] 65 | 77 8591 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7426: 2-Heptanone
43
e '9.60 9.80 10.00 10.20
5000 m/z 39.00 11.78%
27
71
S 1 - O A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7507: 2-Hexanone, 5-methyl-
43 9.60 9.80 10.00 10.20
m/z 41.10 11.60%
5000
58
27 71
20 o sl sL )l ea [ 81 o1 99 14
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\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Heptanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.03 17.68 ug/L 341096 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 81
3 Heptanal 114 C7H140 000111-71-7 41
4 Heptanal 114 C7H140 000111-71-7 41
5 Oxirane, 2-(1,1-dimethylethyl)-3... 114 C7H140 053897-30-6 35
Abundance Scan 2936 (10.030 min): VU026390.D (-2925) (-) m/z 41.05 100.00%
1 70
55
5000
81
9|6 110 9.80 10.00 10.20 10.40
b e aate || M/Z 70.10 94.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7421 Heptanal
4 70
55
5000 29 LB LN LN BN I
a1 9.80 10.00 10.20 10.40
96 m/z 44.00 81.25%
15 J | 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7425: Heptanal
44 70
- " '9.80 10,00 10.20 10.40
5000 29 m/z 43.10 76 .94%
.}?,...., ‘.NM,.@& .jj..l,..¥lﬁ,....,.. S —
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #7423: Heptanal LI B I
44 9.80 10.00 10.20 10.40
m/z 55.05 76.21%
27 70
5000 55 /J\}\\‘
81
96
SN | 1 Y o S
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\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Heptenal, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.97 28.92 ug/L 644832 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptenal, (2)- 112 C7H120 057266-86-1 87
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 83
3 2-Heptenal, (E)- 112 C7H120 018829-55-5 78
4 Diphosphoric acid, diisooctyl ester 402 C16H3607P2 072101-07-6 53
5 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 47
Abundance Scan 3228 (10.969 min): VU026390.D (-3212) (-) m/z 41.05 100.00%
a1
55 83
5000 69
97 10.60 10.80 11.00 11.20
112 138
..,....,....,...!',l‘...:'J!.:,6.2.'.-|.,'...'.|,|.'I..,-.!'.'.,.1.0.5.,:...,....,...:,.... m/z 83.10 80.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6480: 2-Heptenal, (2)-
4.1
27
55 83
5000
70 10.60 10.80 11.00 11.20
‘ m/z 55.05 80.17%
'W""I'J'I"'Id"'rjl'quﬂ'””"T'!'W'I%?I'”'f}?"P"'I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6486: 2-Heptenal, (E)-
27 55 83
39
0 10.60 10.80 11.00 11.20
5000 m/z 39.05 63.46%
112
.q.%§.,.d.,u..lw:..ﬂjlu,??ﬂ.ﬂ”.um...q.liT,.”.,....“...,.”.,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6479: 2-Heptenal, (E)-
41 10.60 10.80 11.00 11.20
m/z 57.10 52.58%
5000 27 55 83
70
\‘ 34‘\‘ N 63‘H‘ Ll 90 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 1-Octen-3-one Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.08 2.75 ug/L 61396 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octen-3-one 126 C8H140 004312-99-6 64
2 Methyl vinyl ketone 70 C4H60 000078-94-4 53
3 6-Methyl-cyclohex-2-en-1-o0l 112 C7H120 1000144-17-3 50
4 1,2-Cyclopentanedione, 3,3,5,5-t... 154 C9H1402 020633-06-1 47
5 2-Pentene 70 C5H10 000109-68-2 42
Abundance Scan 3262 (11.079 min): VU026390.D (-3252) (-) m/z 55.00 100.00%
g5 7
5000
43 83 97
10.80 11.00 11.20 11.40
111 132
....,....'-,|||...':~,'.'.'|.-.,-|:.-..|--,~..~..,..:.,....,....,....,2.97.. m/z 70.10  96.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11319: 1-Octen-3-one
55
70
27
5000
" 10.80 11.00 11.20 11.40

83
L . L 97 111 126

s m/z 43.00 23.44%
|.|
0

m/z--> 20 4 60 80 100 120 140 160 180 200
Abundance #543: Methyl viny| ketone
55 70
43
10.80 11.00 11.20 11.40
5000 7 m/z 97.10 20.51%
15
...‘.,.‘...”‘,‘l.‘.:,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6564: 6-Methyl-cyclohex-2-en-1-ol
70 10.80 11.00 11.20 11.40
m/z 41.05 17.89%
5000
a1 o 112
55 84
”..,”..whﬂm,AMJW”..,”u.,”..,”..,”..,”..,”..
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\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 1-Octen-3-ol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.11 5.54 ug/L 123472 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octen-3-ol 128 C8H160 003391-86-4 78
2 1-Octen-3-ol 128 C8H160 003391-86-4 50
3 1-Nonen-3-ol 142 C9H180 021964-44-3 43
4 1-Octen-3-ol 128 C8H160 003391-86-4 38
5 1-Octen-3-ol 128 C8H160 003391-86-4 38
Abundance Scan 3272 (11.111 min): VU026390.D (-3266) (-) m/z 57.05 100.00%
57
5000
a 2 g5 10.80 11.00 11.20 11.40
99 110 . . . )
..,....,....,....',M:.?f’.-!':!,.‘??1:~,~!..~.-,'.-.'..,....-,....;....,....,.1.??,...., m/z 41.05 19.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12449: 1-Octen-3-ol
57
5000
10.80 11.00 11.20 11.40
29 43 72 m/z 43.05 19.11%
85
“l"}ﬁ"JL“"wLL'w'“‘w'q'w“"'ﬁ'h'l“'%?“'%%?“'|'“'|"“|"“|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12447: 1-Octen-3-ol
57
43 10.80 11.00 11.20 11.40
5000 29 m/z 72.00 13.55%
72
85
”I”'W“'W”'W”'W'”W'”W'”'P”'P'??'”P'”I””I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19942: 1-Nonen-3-ol
57 10.80 11.00 11.20 11.40
m/z 54.00 12.02%
5000
43
29 [
..,.%.5.,...w.\,\....,h‘...,.m,.??.‘,‘l...,w..,.9.?.,....,1%%.,%%4.,....1,4.1...,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Octanal Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.37 3.41 ug/L 76057 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 80
2 Octanal 128 C8H160 000124-13-0 72
3 Octanal 128 C8H160 000124-13-0 72
4 Octanal 128 C8H160 000124-13-0 59
5 Piperidine 85 C5H11N 000110-89-4 50
Abundance Scan 3353 (11.371 min): VU026390.D (-3347) (-) m/z 41.05 100.00%
4 57
84
5000 69
50, |77 ‘| o 1?0 110 11.00 11.20 11.40 11.60
e prerrprrrrrrrr sl Sl O3l Tm/z 43.10  90.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12422: Octanal
a 57
84
5000 29 69
11.00 11.20 11.40 11.60
m/z 57.05 87.73%
lnll e oo
"I':!-?'I""I""l"|"5I(')'|!'!I"!'il!'??ll"|:'I"l"'!""l""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal
43
- 56 11.00 11.20 11.40 11.60
5000 84 m/z 55.05 72.87%
69
100 110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12425: Octanal
43 s 84 11.00 11.20 11.40 11.60

m/z 56.05 67 .32%

5000 29 69
100
‘ ‘ ‘ ‘ 110
‘ a7zl ed | ] 128
S 1| 1 1 O O -

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Phenol, 2-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.69 5.66 ug/L 126280 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-chloro- 128 C6H5CIO0 000095-57-8 97
2 Phenol, 2-chloro- 128 C6H5CIO 000095-57-8 94
3 Phenol, 2-chloro- 128 C6H5CIO0 000095-57-8 91
4 Phenol, 2-chloro- 128 C6H5CIO 000095-57-8 91
5 Propanoic acid, 2-chloro- 108 C3H5CI02 000598-78-7 47
Abundance Scan 3452 (11.689 min): VU026390.D (-3441) (-) m/z 128.00 100.00%

128
5000 o4 /\\~
% 7 1140 1180 1180 1200
53 99

...,....,....,...'!',..4.6.;.-...,'!.|..,.'...,.f.‘?.,!...';'....1,?.2..,...',...., m/z 64.10 36.68%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12107: Phenol, 2-chloro-
128
5000 64

11.40 11.60 11.80 12.00
m/z 130.00 34.12%

92
a6 53 ,J B e | P
LR B s o o o o o e o e RN RRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12103: Phenol, 2-chloro-
128
R o R REREE man e n
11.40 11.60 11.80 12.00
5000 64 m/z 63.00 26.65%
92
100
14 28 m\ 46 23 m\ > e ., 108 \
TR e P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12105: Phenol, 2-chloro-
128 11.40 11.60 11.80 12.00
m/z 65.10 16.70%
5000
64
92
18 25 323946 53 || 73 g4 | 99 108
A o A T R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2,4-Heptadienal, (E,E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.85 ug/L 108193 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 94
2 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 90
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 80
4 4-Ethylcyclohexene 110 C8H14 003742-42-5 64
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 64
Abundance Scan 3471 (11.751 min): VU026390.D (-3464) (-) m/z 81.05 100.00%
g1
5000
67
|| | I, 74, 95 110 11.40 11.60 11.80 12.00
S v vl ':!','...'.,!-...,'..'.:,....-,...., m/z 41.05 22.68%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #5813: 2,4- Heptadienal, (E,E)-
g1
5000
28 39 11.40 11.60 11.80 12.00
53 67 10 m/z 39.00 22 .58%
..,....,..:h...4:L.??HJH..“.Hh,??JJ-!...,.%??P?”.,....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5812: 2,4-Heptadienal, (E,E)-
81
11.40 11.60 11.80 12.00
5000 m/z 57.10 20.80%
. 4 53 110
"|'}$'|""|' ..ji....ﬂ.th??..HH,.Z{H“ l"'l'?‘?'l""‘l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81 11.40 11.60 11.80 12.00
m/z 53.00 19.22%
5000
o7 39 53 &7 96
A4 |l 61 | 75| 89
m/z--> 10 20 30 4b 50 60 70 8 90 100 110 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Octenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.22 30.50 ug/L 680000 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 72
2 2-Octenal, (E)- 126 C8H140 002548-87-0 59
3 Cyclopentane, l-ethyl-1-methyl- 112 C8H16 016747-50-5 38
4 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 38
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 38
Abundance Scan 3617 (12.220 min): VU026390.D (-3606) (-) m/z 55.05 100.00%
1 7
83
5000
|9r 108 105 207 12.00 12.20 12.40 12.60
bl 2| m/z 41.05  98.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11332: 2-Octenal, (E)-
2 70
83
2
5000
12.00 12.20 12.40 12.60
7 m/z 70.10 92 .95%
15 I||| 1?8 124
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11330: 2-Octenal, (E)-
41 55
29 70
83 12.00 12.20 12.40 12.60
5000 m/z 83.05 64 .76%
K
"]-"5I Al "l‘*"”‘l .‘H.‘.“i‘l‘. .“.hl‘:.[(l)g.. |1.2?. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6797: Cyclopentane, 1-ethyl-1-methyl-
55 83 12.00 12.20 12.40 12.60
m/z 39.05 60.21%
5000 41
70
27
bl
'}?I'a"'km"JlI“LM '|l""|'}%%|' UL DRI BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Nonanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.45 9.54 ug/L 212611 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 95
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Nonanone 142 C9H180 000821-55-6 91
4 2-Nonanone 142 C9H180 000821-55-6 80
5 2-Decanone 156 C10H200 000693-54-9 78
Abundance Scan 3689 (12.451 min): VU026390.D (-3681) (-) m/z 58.05 100.00%
58
5000
71
85 142 12.20 12.40 12.60 12.80
...,....|,|'...|:,.~.-|..,....9,9.?.1?,1.2:7..,'.... e 20 28T Thsz 43.05 92.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19938: 2-Nonanone
58
43
5000
12.20 12.40 12.60 12.80
m/z 71.05 27 .59%
15 2° | | | 84 99113127142
m/z--> 25 45 éo 8b 160 150 150 160 180 200 220 250 2éo
Abundance #19939: 2-Nonanone
43 B
12.20 12.40 12.60 12.80
5000 m/z 57.10 24 .26%
29 142
L ‘ 84 99113127 |
m/z--> 25 45 éo 8b 160 150 150 160 180 200 220 250 2é0
Abundance #19924: 2-Nonanone
48 58 12.20 12.40 12.60 12.80
m/z 59.10 22.82%
5000
L e s st
m/z--> % &&)%1&&0@1mmom2mﬁoﬁ 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Nonanal Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.57 5.12 ug/L 114249 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 83
4 Nonanal 142 C9H180 000124-19-6 80
5 2-Nonen-1-ol, (E)- 142 C9H180 031502-14-4 38

Abundance Scan 3726 (12.570 min): VU026390.D (-3716) (-) m/z 57.05 100.00%
41 g7 ﬂ
5000
70 81 98
114 194 12.20 12.40 12.60 12.80
R :,...H,'!...I,H':-..??.hul,....,.:..,.:..,....,...., m/z 41.00 84.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
4 57
29
5000
[ 98 12.20 12.40 12.60 12.80
m/z 43.05 59.78%
| ” L og 4 226
'W”'W”“f””i'A%m!PJW!”Wl”I”““}”T!“':”P“'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19919: Nonanal
41 57
29 12.20 12.40 12.60 12.80
5000 70 98 m/z 56.05 58.65%
82
"P%?W"”I'”'I“"P"W"”I'”'I'”'I”"I”":%?W%??W"”%?%'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal
57 12.20 12.40 12.60 12.80
41 m/z 55.10 54 _25%
98
70
5000 29 82
114
"v"w"'w"'w"'w'"w"'w"'w"'w"'w"'w"'w%??'w";ﬁ%'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 Thiophene, 2-pentyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.11 2.98 ug/L 66416 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-pentyl- 154 C9H14S 004861-58-9 90
2 Thiophene, 2-pentyl- 154 C9H14S 004861-58-9 64
3 Thiophene, 2-butyl- 140 C8H12S 001455-20-5 59
4 Hept-2-ene, 2,4,4,6-tetramethyl- 154 C11H22 103982-58-7 56
5 3-Thiopheneethanol 128 C6H80S 013781-67-4 50
Abundance Scan 3894 (13.111 min): VU026390.D (-3886) (-) m/z 96.95 100.00%
o7
5000
57 o 12.80 13.00 13.20 13.40
45 84 111 : : : :
..,....,....','..'..,.'..'.,....7,~.1..~.,..-..,...I',....i-....,l.z:?.,....,....,.I..,... m/z 98.10 21.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27775: Thiophene, 2-pentyl-
97
5000 RARARAR AR AR BARRS
12.80 13.00 13.20 13.40
45 154 m/z 154.05 19.34%
53 61 69 84 L 111 123 139
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27774: Thiophene, 2-pentyl-
97
12:80 13.00 13.20 13.40
5000 m/z 57.00 9.92%
27 374553 67 76 84 || 111120128136 1461
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18547: Thiophene, 2-butyl-
97 12.80 13.00 13.20 13.40
m/z 99.00 8.57%
5000
140
45
37 | 536169 84 | 11 153
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Nonenal, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.36 10.09 ug/L 225017 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonenal, (E)- 140 C9H160 018829-56-6 91
2 2-Nonenal, (2)- 140 C9H160 060784-31-8 72
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 43
4 1-Undecanol 172 C11H240 000112-42-5 43
5 3-Tridecene, (E)- 182 C13H26 041446-57-5 38

Abundance Scan 3972 (13.361 min): VU026390.D (-3964) (-) m/z 55.10 100.00%

5000

13.00 13.20 13.40 13.60
m/z 41.10 83.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18667: 2-Nonenal, (E)-
43 70

5000
13.00 13.20 13.40 13.60

m/z 43.10 75.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18663: 2-Nonenal, (2)-
41

13.00 13.20 13.40 13.60
5000 m/z 70.10 69.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58296: 5-Tetradecene, (E)-

55 13.00 13.20 13.40 13.60
41 m/z 83.05 67 .34%
5000
2 97
11125139 154168 196
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.40 14 .53 ug/L 323979 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 49
2 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 49
3 Bicyclo[3.1.0]hexan-2-ol 98 C6H100 1000194-18-6 49
4 2-Decenal, (E)- 154 C10H180 003913-81-3 47
5 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 43
Abundance Scan 4295 (14.400 min): VU026390.D (-4286) (-) m/z 41.05 100.00%
55 70
83
5000
97
121 138 14.00 14.20 14.40 14.60 14.80
,.|!|':.,'....,....,....,....,2.0.7.. m/z 70.05 87.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 2-Cyclohexen-1-ol
70
5000 39 TP T
27 55 14.00 14.20 14.40 14.60 14.80
‘ ‘ m/z 55.10 87 .35%
w“"Jl'”'l""w"'l"'w""l'”'
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #3188. 2-Cyclohexen-1-ol
70
14.00 14.20 14.40 14.60 14.80
5000 g3 98 m/z 43.05 80.05%
41 55
IIHH‘IM\”\IH‘\ .‘:“..“ﬁ‘....,....,....,....,....|....|....
m/z--> 20 80 100 120 140 160 180 200
Abundance #3214 Bicyclo[3.1.0]hexan-2-ol P T
57 14.00 14.20 14.40 14.60 14.80
m/z 83.05 55.09%
70
5000 39 83
29 97
||||||||||||||||||||||||||||||||||||||||||||||||| ||||||||||||||||||
m/z--> 20 40 100 120 140 160 180 200 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Undecanone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.80 ug/L 84692 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanone 170 C11H220 000112-12-9 90
2 2-Undecanone 170 C11H220 000112-12-9 90
3 2-Undecanone 170 C11H220 000112-12-9 90
4 2-Dodecanone 184 C12H240 006175-49-1 80
5 2-Dodecanone 184 C12H240 006175-49-1 72

Abundance Scan 4345 (14.561 min): VU026390.D (-4336) (-) m/z 58.05 100.00%

5000

14.20 14.40 14.60 14.80
m/z 43.00 88.05%

97 110 127 155 170

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38230: 2-Undecanone
43 58
5000 LI LN L L L LB LB B
71 14.20 14.40 14.60 14.80
29 m/z 71.05 33.90%
85 170
| e g
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38224: 2-Undecanone
58
43 14.20 14.40 14.60 14.80
5000 m/z 59.10 28.58%
71
29
LA i o e o B LN B o o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38231: 2-Undecanone
43 58 14.20 14.40 14.60 14.80
m/z 41.00 26.84%
5000
71
29 85
..”,...w....“...,”..,.”.,..”,...w....“...,”..

m/z--> 20 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2,4-Decadienal, (E,E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.80 4.93 ug/L 109843 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
2 2,4-Decadienal 152 C10H160 002363-88-4 72
3 2,4-Decadienal 152 C10H160 002363-88-4 64
4 2,4-Undecadienal 166 C11H180 013162-46-4 59
5 Cyclohexanol, 4-(1-methylethyl)- 142 C9H180 004621-04-9 53
Abundance Scan 4419 (14.799 min): VU026390.D (-4410) (-) m/z 81.05 100.00%
g
5000
41 67
» ° 14.40 14.60 14.80 15.00 15.20
108 123 152 : : . . .
134 207 m/z 41.05 31.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25129: 2,4-Decadienal, (E,E)-
81
5000 41
14.40 14.60 14.80 15.00 15.20
29 - 67 m/z 67.00 25 .50%
I % 109 123 152
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25094: 2,4-Decadienal
81
14.40 14.60 14.80 15.00 15.20
5000 41 m/z 39.00 21.93%
55 67 95
|....“...H‘.l.”‘l..“l“...‘.l.1.0?.:1'2.3...|.fl522.|....|....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25090: 2,4-Decadienal
81 14.40 14.60 14.80 15.00 15.20
m/z 83.05 20.07%
5000 a1
21 55 67 o
: .U. -‘.“- .‘.H‘.‘, .“‘l‘. .“,H. i Illo?|1|2|3| _ I”15l2I e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2,4-Decadienal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.03 47.68 ug/L 1063030 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Decadienal 152 C10H160 002363-88-4 90
2 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
3 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
4 2,4-Decadienal 152 C10H160 002363-88-4 87
5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 83

Abundance Scan 4491 (15.030 min): VU026390.D (-4481) (-) m/z 81.10 100.00%

8t

%

5000
41
7 | o5 14.80 15.00 15.20 15.40
109123137152 : : : :
137 191 207 281 m/z 41.05 24 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25094: 2,4-Decadienal
81
5000 4l
14.80 15.00 15.20 15.40
m/z 67.10 17.77%
| ll all 9 109123 15.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25126: 2,4-Decadienal, (E,E)-
81

14.80 15.00 15.20 15.40
5000 41 m/z 39.05 15.42%

2(
152
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25130: 2,4-Decadienal, (E,E)-
81 14.80 15.00 15.20 15.40
m/z 55.05 12.42%
5000
41
152
”.P”.P”..”..”.P”..”q.”q.”..”..”..”..”q.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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 2-Tridecenal, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.38 7.88 ug/L 175596 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecenal, (E)- 196 C13H240 007069-41-2 80
2 2-Undecenal 168 C11H200 002463-77-6 80
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 50
5 Bicyclo[3.1.0]hexan-2-o0l 98 C6H100 1000194-18-6 49
Abundance Scan 4600 (15.381 min): VU026390.D (-4589) (-) m/z 41.05 100.00%

5000

15.00 15.20 15.40 15.60

200

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58188: 2-Tridecenal, (E)-
55 70
5000

111121 135 152 167178 196

m/z 70.00 94 .14%

15.00 15.20 15.40 15.60

|
m/z--> 20 40 60 80 100 120 140 160 180

m/z 55.05 90.07%

200
Abundance #36607: 2-Undecenal
41 57 70
29
83 15.00 15.20 15.40 15.60
5000 m/z 57.10 75.20%
97
s A e
Al al P we7as0 tes
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47172: 2-Dodecenal, (E)-
41 70 15.00 15.20 15.40 15.60
29 55 m/z 83.10 74.16%
83
5000
7
111121
HH\MHHM138151164181
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082718\
Data File : VU026390.D

Acq On : 27 Aug 2018 11:40

Operator : MD/SY

Sample - J4622-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082218WMA .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... 1.95 44_.3 ug/L 685544 1 5.89 773568 50.0
Dimethyl sulfide 2.38 4.4 ug/L 68241 1 5.89 773568 50.0
Isopropyl Alcohol 2.44 3.0 ug/L 45781 1 5.89 773568 50.0
Butanal 3.99 4.1 ug/L 62879 1 5.89 773568 50.0
2-Butanol 4_57 3.6 ug/L 55135 1 5.89 773568 50.0
(DEL) Alkane: Str... 5.79 5.2 ug/L 80043 1 5.89 773568 50.0
2-Pentanone 6.42 6.5 ug/L 101133 1 5.89 773568 50.0
Pentanal 6.53 30.8 ug/L 476566 1 5.89 773568 50.0
2-Pentenal, (E)- 7.90 2.8 ug/L 52992 2 9.09 964810 50.0
Hexanal 8.47 319.6 ug/L 6167180 2 9.09 964810 50.0
2-Heptanone 9.92 2.7 ug/L 52031 2 9.09 964810 50.0
Heptanal 10.03 17.7 ug/L 341096 2 9.09 964810 50.0
2-Heptenal, (2)- 10.97 28.9 ug/L 644832 3 11.49 1114730 50.0
1-Octen-3-one 11.08 2.8 ug/L 61396 3 11.49 1114730 50.0
1-Octen-3-ol 11.11 5.5 ug/L 123472 3 11.49 1114730 50.0
Octanal 11.37 3.4 ug/L 76057 3 11.49 1114730 50.0
Phenol, 2-chloro- 11.69 5.7 ug/L 126280 3 11.49 1114730 50.0
2,4-Heptadienal, ... 11.75 4.8 ug/L 108193 3 11.49 1114730 50.0
2-Octenal, (E)- 12.22 30.5 ug/L 680000 3 11.49 1114730 50.0
2-Nonanone 12.45 9.5 ug/L 212611 3 11.49 1114730 50.0
Nonanal 12.57 5.1 ug/L 114249 3 11.49 1114730 50.0
Thiophene, 2-pentyl- 13.11 3.0 ug/L 66416 3 11.49 1114730 50.0
2-Nonenal, (E)- 13.36 10.1 ug/L 225017 3 11.49 1114730 50.0
unknown-01 14 .40 14.5 ug/L 323979 3 11.49 1114730 50.0
2-Undecanone 14.56 3.8 ug/L 84692 3 11.49 1114730 50.0
2,4-Decadienal, (... 14.80 4.9 ug/L 109843 3 11.49 1114730 50.0
2 ,4-Decadienal 15.03 47.7 ug/L 1063030 3 11.49 1114730 50.0
2-Tridecenal, (E)- 15.38 7.9 ug/L 175596 3 11.49 1114730 50.0
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