LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMULMO82918WMA .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 62 68 82 rvB 48139 52466 1.99% 0.704%
2 1.485 86 97 150 rBV 888529 2642523 100.00% 35.463%
3 1.678 153 157 178 rVB 46456 68736 2.60% 0.922%
4 2.125 289 296 306 rVB 19633 28542 1.08% 0.383%
5 2.209 311 322 332 rBV 66508 140225 5.31% 1.882%
6 2.267 333 340 354 rVB 88363 141840 5.37% 1.904%
7 2.595 439 442 445 rBV3 475 291 0.01% 0.004%
8 2.636 445 455 472 rBV 3871 9631 0.36% 0.129%
9 3.177 620 623 624 rBV 430 276 0.01% 0.004%
10 3.643 757 768 776 rBV2 1148 2974 0.11% 0.040%
11 3.797 812 816 817 rBV2 550 423 0.02% 0.006%
12 3.923 850 855 862 rBV2 125 186 0.01% 0.002%
13 4.009 862 882 888 rBvV4 2276 5529 0.21% 0.074%
14 4.122 906 917 921 rBV2 2921 5752 0.22% 0.077%

15 4.212 930 945 982 rBV2 40858 155201 5.87% 2.083%

16 4.649 1066 1081 1101 rVB2 51736 123657 4.68% 1.659%

17 4.878 1147 1152 1153 rBV3 831 599 0.02% 0.008%
18 5.340 1275 1296 1321 rVB2 104479 306300 11.59% 4.111%
19 5.694 1403 1406 1410 rBV3 558 436 0.02% 0.006%
20 5.771 1423 1430 1434 rBV5 860 1171 0.04% 0.016%
21 5.816 1434 1444 1453 rVV5 2034 4927 0.19% 0.066%
22 5.887 1453 1466 1483 rVB 96935 185852 7.03% 2.494%
23 6.006 1497 1503 1505 rBV3 668 572 0.02% 0.008%
24 6.128 1534 1541 1544 rBvV4 1038 1455 0.06% 0.020%
25 6.189 1552 1560 1568 rVB5 1563 2611 0.10% 0.035%
26 6.334 1591 1605 1622 rBV 69979 138970 5.26% 1.865%
27 6.440 1633 1638 1640 rBvV2 164 125 0.00% 0.002%
28 6.492 1651 1654 1658 rBV3 497 496 0.02% 0.007%
29 6.540 1660 1669 1678 rVB6 2833 5365 0.20% 0.072%
30 6.736 1723 1730 1731 rBV2 964 853 0.03% 0.011%
31 6.961 1790 1800 1801 rBV3 1834 2571 0.10% 0.035%
32 7.231 1872 1884 1899 rvv2 34210 59373 2.25% 0.797%
33 7.324 1910 1913 1915 rBV 154 110 0.00% 0.001%
34 7.363 1923 1925 1931 rVB2 280 144 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMULMO82918WMA .M
Title : VOC Analysis

35 7.405 1935 1938 1939 rBV2 242 139 0.01% 0.002%
36 7.466 1952 1957 1970 rVB2 607 1161 0.04% 0.016%
37 7.565 1976 1988 2005 rBV 123025 210746 7.98% 2.828%
38 7.852 2064 2077 2091 rvB2 21446 36099 1.37% 0.484%
39 7.922 2094 2099 2104 rBV3 616 568 0.02% 0.008%
40 8.054 2135 2140 2141 rBvV 147 112 0.00% 0.002%
41 8.183 2166 2180 2183 rBV3 18068 27817 1.05% 0.373%

42 8.228 2183 2194 2207 rVV 655886 1094053 41.40% 14.682%
43 8.315 2211 2221 2237 rVB 176076 302472 11.45% 4 _059%

44 8.469 2262 2269 2280 rVB2 5269 9084 0.34% 0.122%
45 8.517 2280 2284 2286 rVV 339 215 0.01% 0.003%
46 8.553 2290 2295 2297 rBV2 232 201 0.01% 0.003%
47 8.627 2315 2318 2319 rBvV 191 111 0.00% 0.001%
48 8.646 2319 2324 2329 rBV3 483 577 0.02% 0.008%
49 8.729 2347 2350 2352 rVB2 313 147 0.01% 0.002%
50 8.803 2369 2373 2375 rBvV 306 229 0.01% 0.003%
51 8.897 2387 2402 2404 rBV5 2678 6271 0.24% 0.084%
52 9.035 2436 2445 2448 rBV7 1317 2036 0.08% 0.027%
53 9.093 2451 2463 2487 rVB 113123 190487 7.21% 2.556%
54 9.260 2509 2515 2518 rVB2 230 223 0.01% 0.003%
55 9.318 2530 2533 2537 rVB2 262 138 0.01% 0.002%
56 9.382 2549 2553 2556 rBV2 340 294 0.01% 0.004%
57 9.437 2556 2570 2598 rBV2 51275 161421 6.11% 2.166%
58 9.643 2630 2634 2637 rBvV2 367 297 0.01% 0.004%
59 9.678 2642 2645 2651 rVB 122 135 0.01% 0.002%
60 9.803 2680 2684 2689 rBvV2 188 236 0.01% 0.003%
61 9.916 2716 2719 2721 rBV 245 164 0.01% 0.002%
62 10.032 2745 2755 2762 rVV3 3597 5553 0.21% 0.075%
63 10.118 2776 2782 2784 rBV2 1064 1064 0.04% 0.014%
64 10.218 2810 2813 2822 rVB 115 126 0.00% 0.002%
65 10.434 2869 2880 2896 rBV 97741 158872 6.01% 2.132%
66 10.508 2896 2903 2918 rVB3 2143 4301 0.16% 0.058%
67 10.614 2925 2936 2952 rVB 9187 18587 0.70% 0.249%
68 10.681 2953 2957 2961 rVVv2 136 133 0.01% 0.002%
69 10.803 2992 2995 2996 rBV 290 169 0.01% 0.002%
70 10.816 2996 2999 3009 rVB3 651 642 0.02% 0.009%
71 11.028 3062 3065 3069 rBV 254 172 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMULMO82918WMA .M
Title : VOC Analysis

72 11.064 3073 3076 3078 rBvV2 192 109 0.00% 0.001%
73 11.170 3092 3109 3128 rBV3 4105 13923 0.53% 0.187%
74 11.337 3157 3161 3165 rVVv2 208 223 0.01% 0.003%
75 11.372 3165 3172 3181 rVvv4 3916 5532 0.21% 0.074%
76 11.421 3185 3187 3191 rVB2 525 360 0.01% 0.005%
77 11.485 3197 3207 3223 rBvY 76300 118159 4_47% 1.586%
78 11.597 3239 3242 3245 rVB 179 120 0.00% 0.002%
79 11.749 3281 3289 3295 rBV4 1959 2607 0.10% 0.035%
80 11.816 3304 3310 3314 rBV5 1620 2134 0.08% 0.029%

81 11.874 3314 3328 3380 rBV2 301456 807726 30.57% 10.840%
82 12.569 3535 3544 3556 rVB2 69517 100360 3.80% 1.347%

83 13.015 3681 3683 3687 rVvB4 774 459 0.02% 0.006%
84 13.192 3737 3738 3739 rBV 450 166 0.01% 0.002%
85 13.318 3767 3777 3798 rBV2 26457 51412 1.95% 0.690%
86 13.610 3865 3868 3870 rBV2 552 405 0.02% 0.005%
87 13.662 3879 3884 3890 rVB5 2861 3677 0.14% 0.049%
88 13.745 3906 3910 3915 rBvV4 1117 979 0.04% 0.013%
89 13.929 3964 3967 3970 rVB3 547 330 0.01% 0.004%
90 13.990 3983 3986 3991 rVvB4 679 707 0.03% 0.009%
91 14.051 4001 4005 4011 rBV2 439 428 0.02% 0.006%
92 14.167 4039 4041 4042 rBV2 355 165 0.01% 0.002%
93 14.221 4055 4058 4059 rBV 381 201 0.01% 0.003%
94 14.282 4069 4077 4088 rVB2 2173 3893 0.15% 0.052%
95 14.388 4108 4110 4111 rBV2 344 124 0.00% 0.002%
96 14.675 4193 4199 4202 rBV5 1054 1225 0.05% 0.016%
97 14.726 4213 4215 4218 rVB2 353 186 0.01% 0.002%
98 15.240 4368 4375 4386 rBV6 5230 9345 0.35% 0.125%
99 15.462 4439 4444 4446 rBV3 896 899 0.03% 0.012%
100 16.096 4639 4641 4645 rBvV2 498 381 0.01% 0.005%
Sum of corrected areas: 7451469
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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\VU090618\
VU026575.D

06 Sep 2018 13:01

MD/SY

J4694-01

5.0mL/MSVOA U/WATER

4 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU026575.D
1149
800000
600000
400000
200000
7 5.34 5.89
1.3p \ 1.68 4 41 4.65 6.33
0 A A 22564 3.18 3.643.83.9204. 12\ _ /\ 4.88 5.69/32 6.06.639/\ 66@194
T T T I T T T T I T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU026575.D
800000
8.23
600000
400000
11.87
200000 8.31
.57 9.09 10.43
9.44 11.48
7.23 :
06.74 6.96 N 7/32BA 7A§?98.0§/-J1 8mgc94&1 926828  99689.80.9210RIE 22 @6Mmm@pﬁ@b1mz
T T T I T T T T I T T T T I T T T T I T T T l_r T T T T I T T T T I T T T T "I T T T T I T T I T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU026575.D
800000
600000
400000
200000
12.57
i 1932 13386 228 1524
Okt 13023150 1IHEO/I19BQMAR2830 JAST3  Loled6  d6d0 e
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Acetaldehyde Concentration Rank 1

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

1.49 710.92 ug/L 2642520 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 74
2 Acetaldehvde 44 C2H40 000075-07-0 74
3 Propane 44 C3HS8 000074-98-6 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 98 (1.489 min): VU026575.D (-86) (-) m/z 44.00 100.00%
44
5000 /\¥
4 140 160 180
S U P B m/z 43.00 56.44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #71: Acetaldehyde
20 24
5000 15 140 160 180
m/z 42.00 17.87%
12(],1821 0 4
mz-> & 10 15 2 25 30 95 40 45 S 95 60 65
Abundance #72: Acetaldehyde
20
44 rrrrr T rTrTT T T e
140 160 1.80
5000 m/z 40.95 7.42%
15
12, 21 %13 all
mzs 8 1o 15 2b 5 % 3 40 45 % % 6 o5
Abundance #78: Propane M S e
29 140 160 1.80
m/z 45.00 2.67%
5000
44
X 39
15
"P'”I%%J'”?ﬂ'”J"I”'W'“lJl”l“'W'”'P'”I”'W'”' rerT T e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Furan Concentration Rank 8

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

2.13 7.68 ug/L 28542 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan 68 C4H40 000110-00-9 90
2 Furan 68 C4H40 000110-00-9 80
3 1H-Pvrazole 68 C3H4N2 000288-13-1 27
4 Methvlenecvclopropane 54 C4H6 006142-73-0 9
5 2-Propyn-l-amine, N-methyl- 69 C4H7N 035161-71-8 4

Abundance Scan 297 (2.128 min): VU026575.D (-289) (-) m/z 68.00 100.00%
39 68
5000
AIIlIIIIIIIIIIIIlIIII
42 1.80 2.00 2.20 2.40
..,....,....,....,....,....,....?.q.l!.!..“ﬁ..?,"....,....,...6.4,..:,....,.... m/z 39.00 94.31%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #414: Furan
39
68
5000
1.80 2.00 2.20 2.40
29 m/z 38.00 18.96%
14 26 | 34|42
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #413: Furan
39 68
1.80 2.00 2.20 2.40
5000 m/z 39.95 14 .60%
29
1418 26, 34 ||[% a9 ‘
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #404: 1H-Pyrazole
68 1.80 2.00 2.20 2.40
m/z 37.00 12.86%
41
5000 28
3
15 25113134 /||| 144 5154 64 ||,
m/z--> 5'3 1'0 1'5 2'0 2'5 3'0 3'5 4'0 4'5 5'0 5'5 6|0 6|5 7'0 7'5 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .M
VOC Analysis

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

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

Peak Number 3 2-Propenal Concentration Rank 4

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

2.21 37.72 ug/L 140225 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal 56 C3H40 000107-02-8 90
2 Aminoacetonitrile 56 C2H4N2 000540-61-4 9
3 Aminoacetonitrile 56 C2H4N2 000540-61-4 7
4 2-Propenal 56 C3H40 000107-02-8 7
5 2-Propenal 56 C3H40 000107-02-8 5

Abundance Scan 322 (2.209 min): VU026575.D (-311) (-) m/z 56.00 100.00%
56
5000 /\\\‘
37 53 180 200 220 2.40 2.60
41 45 77
rrprrer e e e e e e e e m/z 55.00 70.97%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #167: 2-Propenal
27 56

5000 mam R AR
180 200 220 2.40 2.60

m/z 37.00 8.28%

14 18 Zﬂ 0 .3|7“41 5|3 |
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #163: Aminoacetonitrile
55
28
|“"w"w"”|'”'|”
1.80 2.00 2.20 2.40 2.60
5000 m/z 53.00 7.07%
12 7 25]/l51 36 52 ||
T R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #162: Aminoacetonitrile R i S
55 180 200 220 240 260

m/z 37.95 6.78%

5000
28
16 2580 40 45 52
e L .

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Furfural Concentration Rank 3

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

9.44 42 .37 ug/L 161421 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furfural 96 C5H402 000098-01-1 94
2 Furfural 96 C5H402 000098-01-1 87
3 1H-Imidazole. 1.4-dimethvl- 96 C5H8N2 006338-45-0 86
4 Furfural 96 C5H402 000098-01-1 76
5 3-Furaldehyde 96 C5H402 000498-60-2 64

Abundance Scan 2571 (9.440 min): VU026575.D (-2556) (-) . m/z 96.00 100.00%
9
39
5000
50 67 9.20 9.40 9.60 9.80

”.,.”.,.”.,..ﬂl:.”in..w..ﬂw....“...“.'.“.. m/z 95.00 98.22%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2735: Furfural
96
39
5000

9.20 9.40 9.60 9.80

29 7 m/z 39.00 59.80%
14 24 | || | |44 5.1 | 1
L B B B B B B B B B S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2736: Furfural
39 96
I RS ma s S
9.20 9.40 9.60 9.80
5000 m/z 38.00 20.10%
29
14 24“‘ 1l aa 50 60 67 77 Al
e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #2766: 1H-Imidazole, 1,4-dimethy!l- A e T
96 920 940 960 980

m/z 37.00 13.58%

5000 42 68
v | =
‘ 1 |

m/z--> 10 20 30 40 50 60 70 80 90 100 9.20 9. 40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 2(5H)-Furanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.17 5.89 ug/L 13923 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone 84 C4H402 000497-23-4 86
2 1H-Imidazole. 4.5-dihvdro-2-methvl- 84 C4H3N2 000534-26-9 64
3 2H-Pvran. 3.4-dihvdro- 84 C5H80 000110-87-2 9
4 Cvclopentanone 84 C5H80 000120-92-3 7
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 7
Abundance Scan 3109 (11.170 min): VU026575.D (-3092) (-) m/z 55.00 100.00%
56
5000 84
2 1080 1100 1120 1130 "
77 106 : : : :
.”,.”.,”..“..i..”,.L.,”..“.uw..”,.”.,na.“. m/z 84.00 41.38%
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance #1342. 2(5H)-Furanone
56
27
5000 LN SUNIRA AU B
84 10.80 11.00 11.20 11.40
39 m/z 39.00 22.68%
J.33J| 45 J. 70
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1369: 1H-Imidazole, 4,5-dihydro-2-methyl-
56
10.80 11.00 11.20 11.40
5000 84 m/z 53.90 21.23%
42
28
15 ‘
"w"“l“”W'?ﬁN“'w"hl“'w"“lh”w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1419: 2H-Pyran, 3,4-dihydro- R R
56 10.80 11.00 11.20 11.40
m/z 37.90 8.60%
5000 27 84
39
I =
"'w%éw"'w"‘i" Qw'ml'”'l'”'l””'I”"P"'P' LN SUNIRA UL B
m/z--> 10 20 30 40 60 70 80 90 100 110 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 42 .47 ug/L 100360 1,4-Dichlorobenzene-d4 11.48
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 80
4 6-Hepten-1-ol. 3-methvl- 128 C8H160 004048-32-2 27
5 Cycloheptane 98 C7H14 000291-64-5 27
Abundance Scan 3544 (12.569 min): VU026575.D (-3535) (-) m/z 57.00 100.00%
41 g7
5000 “ 0 o8
114 12.20 12.40 12.60 12.80
..w””,”“,””“.““. |.”wm.3{“w b et m/z 41.00  84.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19919: Nonanal
41 57
5000 2 A
70 %8 1220 1240 12.60 12.80
‘ ‘ m/z 43.00 65.97%
114
S | O =y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19921: Nonanal
57
41
12.20 12.40 12.60 12.80
m/z 56.05 63.06Y%
5000 - 0 & 08 0
114
SPCNN | | o~ VP
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 55.00 62.72%
98
70
- I i QL
114
"'I”"I'”'I"”I'"W"'W""P"'I”"I'”'I"”I"'W%??'P"%ﬁ%"l RSN B SRR SRR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 (DEL) Alkane: Cyclicl3.32 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.32 21.76 ug/L 51412 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane 98 C7H14 000291-64-5 93
2 Cvcloheptane 98 C7H14 000291-64-5 91
3 1-Nonanol 144 C9H200 000143-08-8 91
4 1-Nonanol 144 C9H200 000143-08-8 91
5 1-Nonanol 144 C9H200 000143-08-8 86

Abundance Scan 3778 (13.321 min): VU026575.D (-3767) (-) m/z 56.00 100.00%
41 20
5000 a3
97
‘ ” | | | 13.00 13.20 13.40 13.60
el Ul Tm/z 55.00  96.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3304: Cycloheptane
55 98
41
70
83
5000 ISRV BN IS
13.00 13.20 13.40 13.60
27 m/z 41.00 79 .33%
...,.1.?.,...|!|,.3:4..:.|...,-.|!|.,‘??.Il,-....,::..9%.. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3303: Cycloheptane
4. 55 70
98
83 13.00 13.20 13.40 13.60
5000 27 m/z 70.00 71.69%
'”I'%é'l“"l"'ﬁ""l"'Ig?"P"'I“"?%"W'"'I”"I"'W"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21104: 1-Nonanol L o o o I(\I T
4 56 13.00 13.20 13.40 13.60
70 m/z 42.95 70.19%
29
5000
83
98
S WO T T -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090618\
Data File : VU026575.D

Aca On : 06 Sep 2018 13:01

Operator : MD/SY

Sample : J4694-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 11 Oxalic acid, allyl nonyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.24 3.95 ug/L 9345 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl nonvl ester 256 C14H2404 1000309-23-7 72
2 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 59
3 Oxalic acid. bis(6-ethvloct-3-vl... 370 C22H4204 1000309-34-6 53
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 53
5 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 50
Abundance Scan 4375 (15.240 min): VU026575.D (-4368) (-) m/z 43.00 100.00%
771
85
5000 l
| 157 " 15.00 15.20 15.40 15.60
el [ m/z 57.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #107137: Oxalic acid, allyl nonyl ester
1
5000 HRIUR DAL SRR BRI B
S 15.00 15.20 15.40 15.60
29 85 m/z 71.00 87 .45%
| 97 126 171
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40489: Hydroxylamine, O-decyl-
43
57 ”"P"W"”I'”'J”'
15.00 15.20 15.40 15.60
5000 - m/z 41.00 86.31%
85
ST WY T A 7 B -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #196942: Oxalic acid, bis(6-ethyloct-3-yl) ester
43 57 71 8 15.00 15.20 15.40 15.60
m/z 85.10 T72.47%
5000
141
29 99 111
IO W 2NN [ U | BN
m/z--> 20 40 60 80 100 120 140 160 180 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\VU090618\
Data File : VU026575.D

Acq On : 06 Sep 2018 13:01

Operator : MD/SY

Sample - J4694-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O82918WMA .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]
Acetaldehyde 1.49 710.9 ug/L 2642520 1 5.89 185852 50.0
Furan 2.13 7.7 ug/L 28542 1 5.89 185852 50.0
2-Propenal 2.21 37.7 ug/L 140225 1 5.89 185852 50.0
Furfural 9.44 42 .4 ug/L 161421 2 9.09 190487 50.0
2(5H)-Furanone 11.17 5.9 ug/L 13923 3 11.48 118159 50.0
Nonanal 12.57 42.5 ug/L 100360 3 11.48 118159 50.0
(DEL) Alkane: Cyc... 13.32 21.8 ug/L 51412 3 11.48 118159 50.0
Oxalic acid, ally... 15.24 4.0 ug/L 9345 3 11.48 118159 50.0
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