LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@24757.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 15 21 36 rVvB 233720 219087 37.08% 2.719%
2 1.179 38 43 45 rBV2 7817 6144 1.04% 0.076%
3 1.204 45 51 66 rVB 198250 185771 31.44%  2.305%
4 1.304 73 82 95 rBV2 172549 246251 41.68%  3.056%
5 1.388 103 108 113 rBV 7647 9804 1.66% 0.122%
6 1.417 113 117 127 rVB3 19179 22240 3.76% 0.276%
7 1.568 156 164 177 rVB 88397 102327 17.32% 1.270%
8 1.635 178 185 195 rVB3 8425 10905 1.85% ©0.135%
9 1.767 218 226 233 rBV 19396 24602 4.16% 0.305%
10 1.809 233 239 256 rVB4 17495 30213 5.11% 0.375%
11  1.983 283 293 301 rBV3 10098 15294 2.59% 0.190%
12 2.114 321 334 352 rBV3 320630 559585 94.72% 6.944%
13  2.774 524 539 555 rVB3 12357 28837 4.88% 0.358%
14 3.192 647 669 694 rBV 244643 515580 87.27% 6.398%
15 3.909 878 892 925 rBV2 49603 189420 32.06% 2.351%
16 4.352 1013 1030 1058 rBV2 102860 272323 46.09%  3.379%
17 4.609 1093 1110 1135 rVB2 37768 93943 15.90% 1.166%
18 5.050 1229 1247 1266 rBV2 240683 590806 100.00%  7.331%
19 5.140 1270 1275 1297 rVB3 10250 22142 3.75% 0.275%
20 5.619 1409 1424 1455 rBV 203566 409978 69.39% 5.087%
21 5.918 1504 1517 1543 rVB3 51335 110650 18.73% 1.373%
22 6.069 1552 1564 1588 rBV 131280 269987 45.70% 3.350%
23 6.294 1625 1634 1652 rBvV2 14449 31773 5.38% 0.394%
24  6.989 1838 1850 1875 rBV 63744 119334 20.20% 1.481%
25 7.317 1941 1952 1970 rBV 296172 513261 86.87% 6.369%
26 7.397 1972 1977 1998 rVB2 6135 12567 2.13% 0.156%
27 7.625 2038 2048 2068 rBV 36568 64647 10.94%  0.802%
28 7.976 2145 2157 2175 rVB 102491 173314 29.34%  2.151%
29 8.088 2182 2192 2229 rBV 242866 487238 82.47% 6.046%
30 8.240 2229 2239 2272 rVB 164645 286254 48.45% 3.552%
31 8.850 2418 2429 2450 rBV 296758 486928 82.42% 6.042%
32 9.809 2717 2727 2740 rBV2 35898 59282 10.03% 0.736%
33 10.214 2843 2853 2873 rBV 78596 125804 21.29% 1.561%
34 10.719 3001 3010 3018 rBV2 15965 23770  4.02%  0.295%
35 10.764 3018 3024 3037 rVB4 7270 12050 2.04% 0.150%
36 10.863 3044 3055 3063 rBV5 3501 6499 1.10% 0.081%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO21722WMA.M
Title : TRACE VOA SFAM1.0
37 11.149 3131 3144 3157 rBV2 94371 150356 25.45% 1.866%
38 11.246 3164 3174 3192 rVB 303320 473164 80.09% 5.871%
39 11.622 3280 3291 3307 rBV 258728 401533 67.96% 4.983%
40 12.008 3399 3411 3427 rBVS 7882 15806 2.68% ©.196%
41 12.342 3502 3515 3532 rBV 239413 363362 61.50% 4.509%
42 12.882 3668 3683 3691 rBVS 6139 11307 1.91% 0.140%
43 13.037 3721 3731 3737 rBV6 5030 8561 1.45% 0.106%
44 13.140 3755 3763 3774 rVB6 5207 8850 1.50% 0.110%
45 13.435 3846 3855 3861 rBvS8 5104 8699 1.47% 0.108%
46 13.641 3907 3919 3928 rBV9S 6170 13173 2.23% 0.163%
47 13.899 3990 3999 4012 rBV2 18869 30178 5.11% ©.374%
48 14.088 4048 4058 4068 rBV2 4656 8267 1.40% 0.103%
49 14.175 4075 4085 4100 rBV2 49182 84442 14.29% 1.048%
50 14.374 4137 4147 4155 rBV8 5249 10320 1.75% 0.128%
51 14.506 4183 4188 4199 rVB7 7804 11258 1.91% ©.140%
52 14.590 4210 4214 4223 rVB8 4836 6821 1.15% 0.085%
53 14.651 4225 4233 4241 rVW2 12587 17131 2.90% 0.213%
54 14.844 4284 4293 4303 rVB2 35968 50046 8.47% 0.621%
55 15.146 4382 4387 4397 rVB5 7074 10090 1.71% ©.125%
56 15.413 4464 4470 4479 rVWW3 10634 15157 2.57% 0.188%
57 15.728 4561 4568 4581 rVB 15713 21558 3.65% 0.268%
Sum of corrected areas: 8058689
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance

300000

250000

200000

150000

100000

50000

.108

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21822\

: VWe24757.D

: 18 Feb 2022 16:40

: SY/MD

: N1545-08

: 25.0mL/MSVOA_V/WATER
14

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

TIC: VV024757.D\data.ms
14

3.192

1.204
1.304

4.352

3.909

4.609

5.050

5.619

6.069

5.918

140 6.294

Time-->
Abundance

300000

250000

200000

150000

100000

50000

0%

I
1.20 1.40 1.60 1.80 2.00 2.2

o

1 T
.80 3.00 3.
TIC: VV024757.D\data.ms

7.317 8.850

8.088

8.240

7.976

10.214

6.989

7.625 9.809

0 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

11.246

11.622

11.14¢

12.00¢

0+
Time-->
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300000

250000

200000

150000

100000

50000

7397 /\N

7 T ‘ ‘ ‘ ‘ ‘
7.00 7.50 8.00 8.50 9.00 9.50 10.00

TIC: VV024757.D\data.ms

12.342

19-%3863

11.00

10.50 11.50 12.00

e
L L B B B T T T 1T L — T T T T 7T LI I B

15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.108 2.67 ug/L 219087 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance  Scan 21 (1.108 min): VV024757.D\data.ms (-15) (-) m/z 41.00 100.00%

41.0
5000
M H 1.101.201.301.401.50
r--r—v¥it m/z 39.00 78.22%
miz--> 0 10 20 30 40 50 60 70
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.00 62.30%
0 180 | |
0 \H“\H\‘\}H‘i\\‘\\‘HM’\‘H\‘HH‘HH‘HH
miz-> 0 10 20 30 40 50 60 70
Abundance #62: Propene
41.0
RRERE L e SRR
1.101.201.301.401.50
5000 27.0 m/z 39.95 24.23%
20 30
Ottt e
miz--> 0O 10 20 30 40 50 60 70
Abundance #1875: 2-Oxetanone, 4-methyl- RARAREEEEEREESSEnEy ey
42.0 1.101.201.301.401.50
m/z 43.00 23.70%
5000
27.0
0 ‘H_Wl?:‘?,m_w‘ . 530 710
m/z--> 0 10 20 30 40 50 60 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.204 2.27 ug/L 185771 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Methanamine, N-methoxy- 61 C2H7NO 001117-97-1 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Trifluoroguanidine 113 CH2F3N3 037950-72-4 4
Abundance  Scan 51 (1.204 min): VV024757.D\data.ms (-45) (-) m/z 61.00 100.00%
61.0
5000
46.0
e
120 1.40 160
O Hpr e e m/z 60.00 66.45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
5000 L B B N B
1.20 140 1.60
m/z 46.00 27.87%
15.0 61.0
O’HH‘HH}HH‘HH‘H! MH‘HH‘\H%‘G\\(\)\‘\H\‘HHMH\‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #358: o-Ethylhydroxylamine
27.033.0
e
61.0 1.2 1.40 160
5000 m/z 62.09 1.76%
43.0
s
0 ,‘m“m‘uu,uw! ‘ H M‘m‘l!‘Huwmwmu b
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 /\
Abundance #359: Methanamine, N-methoxy- e R e AN
46.0 61.0 1.20 140 1.60
m/z 43.00 1.42%
5000
28.0
15.0
Yt 1 S | RO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.240 2.94 ug/L 286254  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2239 (8.240 min): VV024757.D\data.ms (-2229) (-) m/z 56.00 100.00%

44.0 56.0
5000
72.0
 aa EEauES
H ‘ ‘ ‘ s%so 8.00 8.20 8.40 8.60
Ot ol Ll 830 1001 o 43 05 99.16%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
44.0 56.0
5000 LRI B R L B R I B
0.0 - 8.00 8.20 8.40 8.60
' : m/z 41.00 85.91%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 560
T
8.00 8.20 8.40 8.60
5000 ITI/Z 57.00 69.61%
27.0
72.0
o250 Il Ul | ss0 1000
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal e e
44.0 8.00 8.20 8.40 8.60
56.0 m/z 42.95 64.06%
27.0
5000
72.0
15.0 ‘
o 20 Ly om0 a0 WL
miz--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Heptanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.809 0.61 ug/L 59282 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 90
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 59

Abundance Scan 2727 (9.809 min): VV024757.D\data.ms (-2717) (-) m/z 70.00 100.00%

41.0 70.0
55.0
5000
86.0
‘ M “ | 9.50 10.00
Ol L L w/z a1.e8  88.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 BUVERS
27. 9. 50 10 00
86.0 m/z 43.95 87.13%
0\\‘]-ﬂ-\q’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\\\‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0
290 9 50 10 00
86.0
b e M T ss0 s1s0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal A
44.0 9. 50 10 00
0.0 m/z 55.00 72.36%
27.0 ’
5000 57.0
‘ ‘ 86.0
Orrereprrbrretper bbb 390 40 e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9. 50 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40

Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.149 1.59 ug/L 150356 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 87
5 Octanal 128 C8H160 000124-13-0 86

Abundance Scan 3144 (11.149 min): VV024757.D\data.ms (-3131) (-

m/z 43.00 100.00%

48.0 570
84.1
5000
Ty ey
‘ ‘ 10‘0'0 11.00 11.50
Obrrprreeprerepeettl el L myz 41.e0  98.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 M\‘”““w ‘ L
11.00 11.50
100.0 m/z 57.00 86.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14262: Octanal
43.0
YN Ao,
570 84.0 11.00 11.500
5000 20.0 : m/z 56.00 78.52%
1000
0 150 Al ‘\ I M ‘“ 128.0
e e H‘W‘H“H‘“‘H H‘W‘H“H‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #14266: Octanal P =
43.0 11.00 11.50
m/z 55.00 75.67%
29.0
57.0
5000
84.0
100.0
Obrereererrrtterrterlr et 12820 NS LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1100 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.342 3.84 ug/L 363362 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 27
Abundance Scan 3515 (12.342 min): VV024757.D\data.ms (-3502) (-  m/z 57.00 100.00%
57.0
41.0
5000
82.0 981
— ——
‘ N 1141 12.00 12.50
om‘_m;m‘ Al “um“m“wmu‘u m/z 41.80  79.77%
m/z--> 20 40 80 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 = e
82.0 098.0 12.00 12.50
m/z 43.00 60.16%
L e
0\\\\‘2\5‘\‘\\}\\‘\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #22962.N0nana
57.0
41.0 N T
12.00 12.50
5000 m/z 56.00 58.80%
82.0
114.0
0. 130 H_w:mlf%-q
m/z--> 20 40 0 100 120 140
Abundance #22963.N0nanal = P
57.0 12.00 12.50
41.0 m/z 55.00 56.34%
5000
82.0
L
ow““lw‘p‘”“‘ L =S SR | W
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 2-Decenal, (E)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.175 0.89 ug/L 84442  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Decenal, (E)-
-Decenal, (E)-
-Decenal, (E)-
-Dodecenal, (E)-

uih wNnPE
ONDNDNN

154 C10H180
154 C10H180
154 C1eH180
182 C12H220

yclopentane, 1,2,3-trimethyl-, ... 112 C8H16

Abundance Scan 4085 (14.175 min): VV024757.D\data.ms (-4075) (-
41.0

003913-81-3 90
003913-81-3 80
003913-81-3 80
020407-84-5 64
002613-69-6 46

m/z 70.00 100.00%

70.0
5000
98.0 ey A“ : A
N . Cieoo oo
ol ol LT mjz ss.ee 92.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30982: 2-Decenal, (E)-
43.0
70.0
5000{ 27.0 — —
14.00 14.50
m/z 41.00 90.68%
LA
0+ T | } f \‘\H\ T \“H M \“i“!“ !“‘\H‘ \;iLFIr-4\9\ \1\316.‘0\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #30978: 2-Decenal, (E)-
43.0
70.0 — —r
14.00 14.50
5000, 2710 m/z 43.60  85.91%
98.0
| Ll ol o, 2350 540
oAl W e | T
m/z--> 20 40 60 80 100 120 140 160
Abundance #30983: 2-Decenal, (E)- AR —
70.0 14.00 14.50
m/z 83.00 53.14%
41.0
5000
98.0
Ll e
0“““”\‘\ \H\ \\‘H ‘\M‘\“‘m}\‘“1\“‘“‘\‘\‘173\7'0‘]"5‘4'?‘ : ‘ . .
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMVTRO21722WMA.M Wed

Feb 23 11:48:28 2022

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV@24757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.844 0.53 ug/L 50046 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tetradecane 198 C14H30 000629-59-4 93
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 90
Abundance Scan 4293 (14.844 min): VV024757.D\data.ms (-4284) (- m/z 57.05 100.00%
57.0
- T N\/\)\'J\MM
145 1500
112.0 1402 198.2 : :
0 H“H“_“M ww‘ﬂuﬁ”H“_“w“u“w“u“_“‘ m/z 42.95  75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 R Riess
85.0 14.50 15.00
290 m/z 71.00 69.34%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
AN e W,
14.50 15.00
5000 85.0 m/z 85.10 45.26%
29.0
H“H“_“w“H“H“H“_‘H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0 14.50 15.00
m/z 40.95 42.35%
5000 85.0
29.0
0 \‘ | | 1130 1410 1690 198.0
H“H‘“H“_‘l‘mu“_‘dw“‘wu‘u‘“H“H“‘H‘ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021822\
Data File : VV024757.D

Acqg On : 18 Feb 2022 16:40
Operator : SY/MD

Sample : N1545-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO21722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.108 2.7 ug/L 219087 1 5.619 409978 5.0
unknown-01 1.204 2.3 ug/L 185771 1 5.619 409978 5.0
Hexanal 8.240 2.9 ug/L 286254 2 8.854 486928 5.0
Heptanal 9.809 0.6 ug/L 59282 2 8.854 486928 5.0
Octanal 11.149 1.6 ug/L 150356 3 11.249 473164 5.0
Nonanal 12.342 3.8 ug/L 363362 3 11.249 473164 5.0
2-Decenal, (E)- 14.175 0.9 ug/L 84442 3 11.249 473164 5.0
(DEL) Alkane: S... 14.844 0.5 ug/L 50046 3 11.249 473164 5.0
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