LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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_ U\Method\SFAMUTRO80422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@50090.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 71 79 98 rVB 45103 52053 12.21% 1.373%
2 1.909 169 177 191 rBV 38341 48645 11.41% 1.283%
3 2.562 369 380 394 rVB 70087 110417 25.89% 2.913%
4 3.041 518 529 545 rVB 31213 57206 13.41% 1.509%
5 4.639 1012 1026 1071 rBV2 51326 174790 40.99% 4.611%
6 4.819 1074 1082 1098 rVB5 2587 6588 1.54% 0.174%
7 5.063 1139 1158 1176 rBV 68834 153014 35.88% 4.037%
8 5.722 1341 1363 1387 rBV2 137660 356627 83.63% 9.408%
9 6.250 1512 1527 1545 rBV 105289 197680 46.35% 5.215%
10 6.690 1650 1664 1682 rBV 87928 171798 40.28%  4.532%
11  7.565 1923 1936 1956 rBV 41197 74081 17.37% 1.954%
12 7.899 2025 2040 2055 rBV 157655 275964 64.71% 7.280%
13 7.970 2056 2062 2072 rVB 3703 5861 1.37% 0.155%
14  8.182 2117 2128 2145 rBV2 25337 44183 10.36% 1.166%
15 8.639 2252 2270 2307 rBV3 176299 426459 100.00% 11.250%
16 8.790 2307 2317 2326 rVW2 30670 53655 12.58% 1.415%
17 8.838 2326 2332 2347 rVB2 8341 14178 3.32% 0.374%
18 9.417 2499 2512 2528 rBV 148412 247973 58.15% 6.542%
19 10.082 2710 2719 2739 rBV2 12094 22220 5.21% 0.586%
20 10.221 2752 2762 2778 rBV3 5608 9939 2.33% 0.262%
21 10.758 2918 2929 2944 rBV 75729 121049 28.38% 3.193%
22 11.163 3046 3055 3066 rBV4 9059 14828 3.48% 0.391%
23 11.378 3114 3122 3131 rVB3 3752 5458 1.28% 0.144%
24 11.449 3133 3144 3148 rBV2 5632 8512 2.00% 0.225%
25 11.610 3186 3194 3208 rVB3 16695 25789 6.05% 0.680%
26 11.693 3211 3220 3221 rBv4 4321 4488 1.05% 0.118%
27 11.745 3222 3236 3244 rVWV 44645 80750 18.93% 2.130%
28 11.812 3244 3257 3274 rVV2 148407 279841 65.62% 7.382%
29 11.912 3274 3288 3302 rVB4 51771 98994 23.21% 2.612%
30 12.063 3322 3335 3340 rBV2 17685 30802 7.22% 0.813%
31 12.192 3363 3375 3389 rBV 153554 243815 57.17% 6.432%
32 12.455 3448 3457 3474 rBvV3 23830 38090 8.93% 1.005%
33 12.642 3508 3515 3527 rvB3 3419 4913 1.15% 0.130%
34 12.841 3564 3577 3586 rBV 124822 196632 46.11% 5.187%
35 12.886 3586 3591 3609 rVB3 21440 35171 8.25% ©.928%
36 13.738 3843 3856 3869 rBV3 15085 24250 5.69% 0.640%

SFAMUTRO80422WMA.M Tue Aug 09 07:46:21 2022 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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_U\Method\SFAMUTRO80422WMA .M
Title : TRACE VOA SFAM1.0

37 13.835 3877 3886 3897 rBV2 14493 22084 5.18% ©0.583%
38 14.034 3937 3948 3960 rBvV2 32977 51889 12.17% 1.369%

Sum of corrected areas: 3790686
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU050090.D\data.ms
160000
140000 5.722

120000
6.250

100000
6.69(

80000 2562 5063

60000
1.594 4.639
1.909

40000 3.041

20000
.819

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 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 6.60
Abundance TIC: VU050090.D\data.ms

8.639

160000 7.899
9.417 11.812 121

o

140000
120000
100000

80000 10.758

60000 11.912

11.7
7.565
40000 8.790

20000 838 10.082 11.163 il IA na
71970 0.221 : 11.@.7434%.
ol——— — o : —— > “/&“_ ‘_/L‘Hﬂ}””_
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: VU050090.D\data.ms

160000
140000
12.841
120000
100000

80000

60000

40000 14.034

12.455 12/886

20000 13173835

12.642

0 T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘
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\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 Hexanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.790 1.08 ug/L 53655 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 86
2 Hexanal 100 C6H120 000066-25-1 80
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 2317 (8.790 min): VU050090.D\data.ms (-2307) (-) m/z 56.00 100.00%

44.0 56.0
5000
71.9

M ‘ abo 8.40 8.60 8.80 9.00 9.20
el Ll BEP 0 wyz a3.95  89.38%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
44.0 56.0

5000 e e
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 40.95 76.68%

L m‘\ \\‘ 8%-0 100.0
\\’\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
44.0
56.0

8.40 8.60 8.80 9.00 9.20

o

o

5000 27.0 m/z 56.95 67.48%
72.0
83.0
T L i R
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal R R
440 o 8.40 8.60 8.80 9.00 9.20
' m/z 42.95 55.26%
5000
27.0
72.0
0 “,??:9“‘;1““W;!““‘W‘!;H‘M‘J“‘§?‘9““%99‘9" M R N —
miz--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 3 D-Limonene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.745 1.44 ug/L 80750 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 96
2 Limonene 136 C1@H16 000138-86-3 81
3 D-Limonene 136 C1@H16 005989-27-5 81
4 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 72
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 70
Abundance Scan 3236 (11.745 min): VU050090.D\data.ms (-3222) (- | m/z 67.95 100.00%
68.0
93.0
5000
38.9 121.0 s /\ e
‘ ‘145 8 11.50 12.00
0 Al RSP m/z 66.95  75.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 A A o
121.0 11.50 12.00
41.0 ‘ ' ‘ m/z 93.00 65.31%
w i I 207.0
0‘\\\\}‘“\\“\‘\‘\“\\ \‘\H\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
68.0 A

11.50 12.00
5000 93.0 m/z 90.95 37.47%
4.0 121.0
(O R R LI R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18007: D-Limonene = ]
68.0 11.50 12.00
m/z 79.00 36.70%
93.0
5000
41.0 136.0
NI VLA
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.912 1.77 ug/L 98994  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Eucalyptol 154 C10H180 000470-82-6 96
3 Eucalyptol 154 C10H180 000470-82-6 95
4 Eucalyptol 154 C10H180 000470-82-6 94
5 Eucalyptol 154 C10H180 000470-82-6 91
Abundance Scan 3288 (11.912 min): VU050090.D\data.ms (-3274) (- | m/z 43.00 100.00%
5000 108.0
51| JUIL
‘ 1360 12.00
0 Ll kL myz 81.00  68.96%
m/z--> 20 40 100 120 140 160
Abundance #30929: Eucalyptol
43.0
5000 108.0 AW/\f Aoy
154.0 12.00
m/z 93.00 53.31%
136.0
O ’F “ “ \‘}\“\H\\li\\\‘\‘\
m/z--> 20 40 100 120 140 160
Abundance
43.0 A
— 4
81.0
108.0 12.00
5000 m/z 71.00 45.33%
154.0
0 15.0 63.0 125.0
A o e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #30926: Eucalyptol i ‘ ‘A‘*
43.0 12.00
81.0 m/z 108.00  43.80%
5000 108.0
139.0
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU080522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02

Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 5 1-Hexanol, 2-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.063 0.55 ug/L 30802 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3335 (12.063 min): VU050090.D\data.ms (-3322) (- | m/z 57.00 100.00%
57.0
5000 41.0 /\
83.0 - iy
‘ H ‘ 12.00
om_m‘\‘uww M‘w“M_m_mw m/z 41.00 43.51%
m/z--> 20 40 100 120 140
Abundance #15695.1—Hexanm,24ﬂhyh
57.0
5000
41.0 1200
83.0 m/z 55.00  37.85%
98
O. 1113\0‘\\\\‘\\
m/z--> 20 80 100 120 140
Abundance
57.0
1200
5000 410 m/z 42.90 30.64%
83.0
98.0
N
m/iz--> 20 40 60 80 100 120 140 /\
Abundance #60815: Oxirane, [[(2-ethylhexyl)oxy]methyl]- GAVAONE = A,
57.0 12.00
m/z 56.00 27.02%
5000
41.0
A
112.
o\"‘H""\‘m\"h‘_mh_‘\:wl‘z‘g;qw AL
m/z--> 20 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 6 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.455 0.68 ug/L 38090 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 96
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 96
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C1l@H16 000586-63-0 94
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 93
5 2-Carene 136 C1OH16 000554-61-0 93
Abundance Scan 3457 (12.455 min): VU050090.D\data.ms (-3448) (- | m/z 93.00 100.00%
93.0 121.0
136.1
5000 77.0
yo A
Do bl 00
om_m_m “‘\H_HWUW Sl m/z 121.00  98.73%
mfz--> 20 80 100 120 140
Abundance #18204: Cyclohexehe, 1-methyl-4-(1-methylethylidene)-
121.0
93.0
136.0
5000 A 1 t
77.0 12.50
41.0 m/z 91.00 82.34%
O\\\‘\‘\p\\H‘ ﬁ”
miz--> 80 100 120 140
Abundance
93.0
121.0 /\ /\
: T
136.0 12.50
5000 77.0 m/z 136.05 76.95%
39.0
55.0
15.0
e L 11 M
miz--> 20 40 60 80 100 120 140 [\
Abundance #18197: Cyclohexene, 3-methyl-6-(1-methylethylidene)- : o
93.0 12.50
136.0
121.0 m/z 77.00  49.88%
5000 77.0
41.0
S )
m/z--> 20 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 3-Carene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.841 3.51 ug/L 196632 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH1l6 013466-78-9 95
2 3-Carene 136 C1OH16 013466-78-9 93
3 1,3,7-Octatriene, 3,7-dimethyl- 136 C1OH16 000502-99-8 92
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleHl6 000488-97-1 91
5 3-Carene 136 C10H1l6 013466-78-9 86
Abundance Scan 3577 (12.841 min): VU050090.D\data.ms (-3564) (- | m/z 93.00 100.00%
93.0
410 71.0
5000 550
121.0 A‘ ; —
‘ 107.0 ‘ 136.0 12.50 13.00
0H,w_m\\m\‘ulwNM‘m‘mu“‘!MM‘:“mh“wwwm m/z 71.00 61.42%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17992: 3-Carene
93.0
5000 — ——
790 12.50 13.00
121.0 9
o 070 136.0 m/z 41.00 54.59%
O\\’%\7\9\H“U‘H\“\‘\‘\\‘6\?\‘?\Hl!\\\\‘\\\\‘\\(r\\‘\\H‘HH‘H!\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
93.0
A, I
12.50 13.00
5000 m/z 69.00 45,95%
410 79.0 121.0 136.0
27.0 55.0 107.0
Ol MR el e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18099: 1,3,7-Octatriene, 3,7-dimethyl- — 1
93.0 12.50 13.00
m/z 55.00 39.18%
5000 41.0 79.0
27.0
121.0
‘ ‘ 107.0 ‘ 136.0
oH,‘m_m_mi“H‘_u‘“mm1“””_1”‘H:Mwwwlww e S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 8 (DEL) Alkane: Cyclic12.886 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.886 0.63 ug/L 35171 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 49
2 Decanal 156 C10H200 000112-31-2 37
3 3-Heptene 98 C7H14 000592-78-9 27
4 3-Heptene, (E)- 98 C7H14 014686-14-7 22
5 Oxirane, decyl- 184 C12H240 002855-19-8 16
Abundance Scan 3591 (12.886 min): VU050090.D\data.ms (-3586) (- | m/z 57.00 100.00%
57.0
41.0
5000
820 98.0
. A
m ‘ | 114.0 12.50 13.00
ol m/z 40.95 62.37%
miz--> 20 40 60 80 100 120 140
Abundance #3751: Cyclohexane, methyl-
55.0 83.0
5000 98.0 b= DU
39.0 12.50 13.00
‘ m/z 56.00 58.80%
miz--> 20 40 60 80 100 120 140
Abundance
410 570
A LA
12.50 13.00
5000 m/z 42.90 52.20%
82.0
112.0
26.0 97.0 128.0
i an Ea
m/iz--> 20 40 60 80 100 120 140
Abundance #3708: 3-Heptene A A
41.0 12.50 13.00
m/z 54.95 50.30%
56.0
5000
98.0
ol 2P Wl B0 L e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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 .alpha.-Terpineol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.034 0.93 ug/L 51889 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 91
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 83
3 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 64
4 3-Carene 136 C1eH16 013466-78-9 64
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 60
Abundance Scan 3948 (14.034 min): VU050090.D\data.ms (-3937) (- | m/z 93.00 100.00%
59.0 93.0
121.0
5000 430 136.1 A
77
FIWAWWAY ‘
L | it 1400
Ot \\HMN\MwW‘LM‘JM\\\1‘HM1HJH\‘1MW\ : m/z 59.00 89.03%
miz-> 20 40 60 80 100 120 140
Abundance #30996: .alpha.-Terpineol
59.0 93.0
121.0
5000 136.0 1 T
43.0 14.00
" m/z 121.00  54.39%
27.0 ‘ ‘
O+ T \‘}H\ T }‘\‘\“N‘\‘i‘\“\“\ \““\ T H} “\“1 \‘\““\ T \H‘ T
miz-> 20 40 60 80 100 120 140
Abundance
93.0
121.0 i
e
136.0 14.00
5000 77.0 m/z 91.00 48.44%
39.0
55.0
15.0
o e T
miz--> 20 40 60 80 100 120 140
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene ‘/\‘ P ‘
93.0 14.00
m/z 136.05 47.58%
5000
77.0
o ‘ 12101360
o 280 [ se0,, | | TT180 L1t
m/z--> 20 40 60 80 100 120 140 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80522\
Data File : VU@50090.D

Acqg On : 05 Aug 2022 12:02
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .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|
Hexanal 8.790 1.1 ug/L 53655 2 9.417 247973 5.0
D-Limonene 11.745 1.4 ug/L 80750 3 11.812 279841 5.0
Eucalyptol 11.912 1.8 ug/L 98994 3 11.812 1279841 5.0
1-Hexanol, 2-et... 12.063 0.6 ug/L 30802 3 11.812 279841 5.0
Cyclohexene, 1-... 12.455 0.7 ug/L 38090 3 11.812 279841 5.0
3-Carene 12.841 3.5 ug/L 196632 3 11.812 279841 5.0
(DEL) Alkane: C... 12.886 0.6 ug/L 35171 3 11.812 279841 5.0
.alpha.-Terpineol 14.034 0.9 ug/L 51889 3 11.812 1279841 5.0
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