LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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@50300.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.498 39 49 51 rBV4 10898 14854 3.73% 0.457%
2 1.597 73 80 92 rVB 43974 51043 12.82% 1.570%
3 1.909 170 177 194 rVB 39428 53602 13.46% 1.648%
4 2.565 369 381 393 rBV 61155 96983 24.36% 2.983%
5 2.626 393 400 414 rvB3 2617 4566 1.15% 0.140%
6 2.790 443 451 462 rVB 3354 5876 1.48% 0.181%
7 3.044 518 530 548 rVB 25577 46842 11.76% 1.441%
8 3.826 751 773 774 rBV 2317 4617 1.16% 0.142%
9 4.620 1008 1020 1045 rBV 67457 162853 40.90% 5.008%
10 4.809 1072 1079 1100 rVB3 3262 7009 1.76% 0.216%
11 5.063 1143 1158 1177 rBV2 65531 145912 36.65% 4.487%
12 5.726 1344 1364 1385 rBV2 120251 315944 79.35% 9.716%
13 6.250 1512 1527 1550 rBV 98912 187000 46.97% 5.751%
14 6.690 1651 1664 1684 rVB 83006 159145 39.97%  4.894%
15 7.565 1922 1936 1950 rBV 35202 60328 15.15% 1.855%
16 7.899 2027 2040 2054 rBV 125444 216126 54.28% 6.647%
17 7.970 2054 2062 2074 rVB2 4783 8274 2.08% 0.254%
18 8.179 2114 2127 2144 rVB 21509 35534 8.92% 1.093%
19 8.632 2256 2268 2301 rBV3 193541 398161 100.00% 12.245%
20 8.787 2306 2316 2325 rVV3 21353 36511 9.17% 1.123%
21  8.835 2325 2331 2347 rVB2 7885 13524 3.40% 0.416%
22 9.417 2500 2512 2532 rBV 142647 237020 59.53% 7.289%
23 10.079 2706 2718 2728 rBV2 12880 20083 5.04% 0.618%
24 10.218 2751 2761 2773 rBV4 4335 7426 1.87% 0.228%
25 10.758 2916 2929 2943 rBV 70040 111097 27.90%  3.417%
26 11.610 3186 3194 3205 rBV2 17892 26430 6.64% 0.813%
27 11.690 3210 3219 3224 rBV4 4308 7066 1.77% 0.217%
28 11.745 3226 3236 3244 rVWW2 41172 66918 16.81% 2.058%
29 11.812 3244 3257 3273 rVV2 146586 286774 72.02% 8.819%
30 11.912 3276 3288 3307 rVB2 44223 76164 19.13% 2.342%
31 12.063 3325 3335 3338 rBV3 14055 19215 4.83% 0.591%
32 12.192 3363 3375 3397 rVB 125347 206371 51.83% 6.347%
33 12.455 3449 3457 3466 rBV5 11717 18062 4.54% 0.555%
34 12.639 3506 3514 3525 rBV2 8917 12429 3.12% 0.382%
35 12.841 3568 3577 3585 rBV3 26203 39754  9.98%  1.223%
36 12.886 3585 3591 3601 rVB4 21044 30903 7.76%  0.950%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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 13.211 3684 3692 3701 rVB2 3038 4262 1.07% 0.131%
38 13.738 3847 3856 3867 rVB4 12157 19358 4.86% 0.595%
39 13.835 3878 3886 3896 rBVv7 8246 15638 3.93% 0.481%
40 14.034 3940 3948 3962 rBVS 13271 21981 5.52% 0.676%
Sum of corrected areas: 3251655
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\

: VU@50300.D

: 12 Aug 2022 23:21

: SY/MD

: N4115-04

: 25.0mL/MSVOA_U/WATER
. 37

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU050300.D\data.ms
150000
5.726
100000 6.250
6.69(
2565 4620 5063
50000, %97 1.909
3.044
1.49
628.790 3.826 4.809
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘r\_\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU050300.D\data.ms
8.632
150000 9.417 11.812
7.899 12.1
100000
10.758
50000
7.565
8.179 8.787
835 10.079 12.06
7.970 f%&le
0'r—=r—— — o — — —— e — =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: VU050300.D\data.ms
150000
100000
50000
1248 4.034
12.4 1347 .
i) [P
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 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@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 4
R.T. EstConc Area Relative to ISTD R.T.
8.787 0.77 ug/L 36511 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 45
5 Hexanal 100 C6H120 000066-25-1 45
Abundance Scan 2316 (8.787 min): VU050300.D\data.ms (-2306) (-) m/z 56.00 100.00%
41.0 56.0
5000 /k
20 S 5.9 B VR
‘ ‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
SR e 1 S 1 S - £- m/z 41.00 89.03%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexanal
440 56.0
5000 I L AL B
29.0 =0 8.40 8.60 8.80 9.00 9.20
m/z 43.90 88.77%
Il \‘

H m‘ 100.0
\‘\\\\‘\\\\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 50 60 70 100
Abundance
44.0
56.0

8.40 8.60 8.80 9.00 9.20

so00] 270 m/z 57.00  77.40%
72.0 g2
SEMBIOT M SN RSO | | O PSS
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal R R
440 o 8.40 8.60 8.80 9.00 9.20

m/z 43.00 55.06%

5000( g,
72.0 2

m/z--> 20 30 40 50 60 70 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@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.745 1.17 ug/L 66918 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 97
3 D-Limonene 136 C1OH16 005989-27-5 93
4 D-Limonene 136 C1OH16 005989-27-5 90
5 D-Limonene 136 C10H1l6 005989-27-5 81
Abundance Scan 3236 (11.745 min): VU050300.D\data.ms (-3226) (- | m/z 68.00 100.00%
68.0
93.0
5000
38.9 121.0 /\ :

T m/Z 67.00 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #18009: D-Limonene
68.0

93.0

5000 S WA NN

121.0
‘ m/z 92.95 65.76%
J\ ‘

41.0
|

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

Abundance A
68.0
A LV
11.50 12.00
5000 93.0 m/z 90.95  40.27%
39.0
121.0
[ e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #18008: D-Limonene ‘A‘ ‘ L
68.0 11.50 12.00
m/z 79.00 36.13%
5000 93.0
41.0 136.0 A
_‘1\”‘}“‘”‘;“‘_M‘}M ‘_jwl?-‘b"1‘_“,””_””” L ‘M
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@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.912 1.33 ug/L 76164 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 97
3 Eucalyptol 154 C10H180 000470-82-6 93
4 Eucalyptol 154 C10H180 000470-82-6 90
5 Eucalyptol 154 C10H180 000470-82-6 76
Abundance Scan 3288 (11.912 min): VU050300.D\data.ms (-3276) (- | m/z 42.90 100.00%
42.9
81.0
5000 108.0
1300 e [N
lied] | ]
\\\‘\\\\"‘\\“\“\“j\\\‘ ‘\“\‘\\“‘\h\\\“\\\‘\‘\ m/Z 81.00 59.04%
mi/z--> 20 40 60 80 100 120 140 160
Abundance #30929: Eucalyptol
43.0
81.0 A
5000 108.0 U
154.0 12.00
m/z 71.00  43.65%
136.0
’F4 !“\‘\”\“\M\\li\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
1 \A T ‘ ﬁ\
B9 080 12.00
5000 ' m/z 108.00  41.95%
154.0
15.0 63.0 125.0
A o e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #30927: Eucalyptol A ‘ﬂﬂ . A
43.0 12.00
m/z 84.00 41.77%
81.0
5000
108.0
154.0
1360 ‘
\¥??\tM\MWMM 3 } Q ‘ ‘A
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\VU@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 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 5 .beta.-Ocimene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.841 0.69 ug/L 39754 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Ocimene 136 C1OH1l6 013877-91-3 94
2 1,3,6-Octatriene, 3,7-dimethyl-,. 136 C1OH16 003338-55-4 81
3 1,3,6-Octatriene, 3,7-dimethyl-,. 136 C10H16 003338-55-4 70
4 1,3,7-Octatriene, 3,7-dimethyl- 136 C10H16 000502-99-8 70
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 64
Abundance Scan 3577 (12.841 min): VU050300.D\data.ms (-3568) (- | m/z 93.00 100.00%
93.0
71.0
41.0
5000
120.9 - _
I | 136.1 12.50 13.00
“ Al A m/z 71,00 72.17%
m/z--> 20 100 120 140
Abundance #18026: .beta.-Ocimene
93.0
5000
41.0 77.0 1250 1300
‘ ‘ 121.0 m/z 41.00 64.73%
136.0
\\\‘2\‘\0\\ ‘\\\\ ‘\\“‘\\\‘\"\“‘\\\“‘\\\1’\\
miz--> 20 60 80 100 120 140
Abundance
93.0
L Am ,
1250 1300
5000 m/z 69.00 53.84%
41.0 77.0
121.0
26.0 56.0 136.0
e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #18139: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
93.0 12 50 13 00
m/z 42.90 44.07%
5000
41.0
77,0
[
om0 g0l | o lweo oy, |
m/z--> 20 40 60 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21

Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
: 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 6 unknown-01 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.886 0.54 ug/L 30903 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Azabicyclo[5.1.0]octane 111 C7H13N 000286-44-2 35
2 cis-1,2-Bis(aminomethyl)cyclohexane 142 C8H18N2 070795-45-8 22
3 2-Hepten-1-o0l, (E)- 114 C7H140 033467-76-4 22
4 3-Hepten-1-ol, (E)- 114 C7H140 002108-05-6 18

5 Nonamethylene glycol

204 C11H2403

1000129-54-8 14

Abundance Scan 3591 (12.886 min): VU050300.D\data.ms (-3585) (- | m/z 56.95 100.00%
41.0
5000 82.0 98.0
SN L N
M ‘ “ ‘ 114.0 12.50 13.00
\‘\\H‘\H‘\}HH"\‘\ ‘\‘H‘\ ‘H\H“‘ ‘\‘H‘HH"HH’\l\\‘HH‘\\H‘\\H‘ m/z 49.95 81.5200
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #6948: 8-Azabicyclo[5.1.0]octane
28.0 56.0 82.0
96.0
5000 /\Wa N
12.50 13.00
0 110.0 m/z 55.00  65.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
30.0 A
L, AN
12.50 13.00
5000 56.0 m/z 55.90 54.83%
113.0
81.0 96.0
142.0
T T T e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8477: 2-Hepten-1-ol, (E)- — — D
57.0 12.50 13.00
m/z 42.95 53.95%
41.0
5000
27.0
81.0
‘ ‘ 96.0
‘_HWLHWthﬁmeMWHqu‘wHHM‘HMHW‘HWHH‘HH‘ AM‘ L
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@81122\
Data File : VU@50300.D

Acqg On : 12 Aug 2022 23:21
Operator : SY/MD

Sample : N4115-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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 8.787 0.8 ug/L 36511 2 9.417 237020 5.0
D-Limonene 11.745 1.2 ug/L 66918 3 11.812 286774 5.0
Eucalyptol 11.912 1.3 ug/L 76164 3 11.812 286774 5.0
.beta.-0Ocimene 12.841 0.7 ug/L 39754 3 11.812 286774 5.0
unknown-01 12.886 0.5 ug/L 30903 3 11.812 286774 5.0
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