LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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@50077.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 72 80 96 rBV 44633 50338 12.33% 1.427%
2 1.912 176 178 189 rBV 37023 46553 11.41% 1.319%
3 2.375 313 322 331 rBV5S 2894 4375 1.07% 0.124%
4 2.565 369 381 394 rBV 67038 107251 26.28%  3.040%
5 3.047 516 531 547 rVB 30394 56957 13.95% 1.614%
6 4.636 1012 1025 1057 rBV2 54629 165404 40.52%  4.688%
7 4.819 1072 1082 1094 rVB3 2341 5313 1.30% 0.151%
8 5.063 1142 1158 1180 rBV 68580 153503 37.61% 4.351%
9 5.726 1342 1364 1386 rBV3 133705 346206 84.82% 9.813%
10 6.250 1513 1527 1547 rBV 98469 187450 45.92% 5.313%
11  6.529 1606 1614 1623 rVB2 3188 5485 1.34% 0.155%
12 6.690 1652 1664 1683 rBV2 85519 167903 41.13% 4.759%
13 7.568 1922 1937 1957 rBV 37938 67368 16.50% 1.909%
14  7.899 2026 2040 2055 rBV 152640 266892 65.39%  7.565%
15 7.967 2057 2061 2075 rVB2 4148 6224 1.52% 0.176%
16 8.182 2115 2128 2143 rBV2 22985 40653 9.96% 1.152%
17 8.639 2257 2270 2305 rBV3 170709 408180 100.00% 11.569%
18 8.787 2306 2316 2326 rVV2 29353 52424 12.84% 1.486%
19 8.838 2326 2332 2343 rVB2 8210 13177 3.23% 0.373%
20 9.417 2499 2512 2535 rBV 145641 244756 59.96% 6.937%
21 10.082 2707 2719 2736 rBV3 12366 21629 5.30% 0.613%
22 10.217 2753 2761 2776 rBV4 5283 9271 2.27% 0.263%
23 10.758 2916 2929 2945 rBV2 71494 114968 28.17% 3.259%
24 11.163 3046 3055 3074 rBV3 6116 11041 2.70% 0.313%
25 11.375 3114 3121 3132 rVB3 3719 5457 1.34% 0.155%
26 11.452 3132 3145 3149 rBV3 4114 7079 1.73% 0.201%
27 11.610 3186 3194 3210 rVB2 16419 24712 6.05% 0.700%
28 11.693 3211 3220 3222 rBV4 4076 5173 1.27% 0.147%
29 11.745 3222 3236 3245 rVV3 37682 69941 17.13% 1.982%
30 11.812 3245 3257 3275 rVV2 144654 263756 64.62% 7.476%
31 11.912 3275 3288 3301 rVB5 49258 90803 22.25% 2.574%
32 12.063 3325 3335 3339 rBv3 13216 21443 5.25% 0.608%
33 12.192 3364 3375 3397 rVB 147811 240082 58.82% 6.805%
34 12.458 3449 3458 3468 rBV2 18371 28931 7.09% 0.820%
35 12.645 3506 3516 3524 rBV4 3054 4147 1.02% 0.118%

36 12.841 3565 3577 3586 rBV 83987 130965 32.09% 3.712%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 12.889 3586 3592 3604 rVB2 19010 29868 7.32% 0.847%
38 13.211 3684 3692 3699 rVB3 3517 4396 1.08% 0.125%
39 13.738 3847 3856 3869 rVB3 13164 21008 5.15% 0.595%
40 13.835 3878 3886 3895 rBVS 10351 16199 3.97% 0.459%
41 14.037 3941 3949 3962 rVBS 6450 10928 2.68% 0.310%
Sum of corrected areas: 3528209
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe8e422\

: VU@50077.D

1 04 Aug 2022 21:47

: SY/MD

: N4022-13

: 25.0mL/MSVOA_U/WATER
. 25

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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.
8.787 1.07 ug/L 52424  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 78

Abundance Scan 2316 (8.787 min): VU050077.D\data.ms (-2306) (-) m/z 56.00 100.00%

43.9 56.0
5000
72.0

‘ 8.40 8.60 8.80 9.00 9.20
o) EEEE——— ‘wﬂ\“‘w“w“_“w“w“w‘ m/z 43.90  98.74%

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

5000 T T
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 41.00 91.84%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0

8.40 8.60 8.80 9.00 9.20

o

5000 ITI z 57 .00 73.17%
27.0
72.0
o350 Ll ss0 1000
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal R e R
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 43.00 57.95%
27.0
5000
72.0
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\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 1.33 ug/L 69941 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 93
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1l@H16 005989-54-8 81
4 D-Limonene 136 C1OH16 005989-27-5 70
5 D-Limonene 136 C1OH16 005989-27-5 70
Abundance Scan 3236 (11.745 min): VU050077.D\data.ms (-3222) (- | m/z 68.00 100.00%
68.0
93.0
5000 j\
38.9 121.0 T T
H ‘ 11.50 12.00
0 wh‘wwu,‘mwww_ww m/z 67.00 74.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0 j\
5000 : e
121 0 11.50 12.00
41.0 m/z 93.00 69.81%
O \‘\\\\’\\f\‘\\\\‘\\\\‘\\\\%q?\q
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S) A A
68.0 /\
T ‘ T = T T ‘ T
11.50 12.00
5000 m/z 91.00 40.28%
39.0
1210
ol ‘,““
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #18223: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S) = )
68.0 11.50 12.00
m/z 79.00 37.08%
5000 93.0
39.0
136.0 /\ /\
ol 1 R S| o LY
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\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 1.72 ug/L 90803 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Eucalyptol 154 C10H180 000470-82-6 96
3 Eucalyptol 154 C10H180 000470-82-6 96
4 Eucalyptol 154 C10H180 000470-82-6 94
5 Eucalyptol 154 C10H180 000470-82-6 94
Abundance Scan 3288 (11.912 min): VU050077.D\data.ms (-3275) (- | m/z 42.90 100.00%
42.9
81.0
5000 111.0
80 i LI\
‘ ‘ 5 ‘ ‘ 12.00
0Ll RS W W il L myz 81.00  68.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30929: Eucalyptol
43.0
81.0
5000 108.0 A A
154.0 12.00
m/z 93.00  54.25%
136(0
0 ’F4\
m/z--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0 A
T = T T ‘ T
8.0 8o 12.00
5000 ' m/z 71.0 47.59%
154.0
125.0
015'0,#31
m/z--> 20 40 60 80 100 120 140 160
Abundance #30927: Eucalyptol 0 e
43.0 12.00
m/z 84.00 44 ,85%
81.0
5000
108.0
154.0
136.0 ‘
0 E??\H\ww\M 3 r f : ‘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\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.459 0.55 ug/L 28931 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 97
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 93
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C1l@H16 000586-63-0 91
4 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 90
5 2-Carene 136 C1OH16 000554-61-0 87

Abundance Scan 3458 (12.458 min): VU050077.D\data.ms (-3449) (- | m/z 93.00 100.00%

93.0 121.0
136.1
5000 77.0
40.9 /\ A
‘ 5
b b bl -
om_m_m "\MHMU!‘M,‘H\“‘ : m/z 91.00 90.17%
miz--> 20 80 100 120 140
Abundance #18204: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
121.0
93.0
136.0 A
i .
5000 T 1T
77.0 12.50
1.0 m/z 121.00  87.57%
O L ‘ T ‘\p\ T H‘ ‘5\ ’q\H‘ T \‘}‘ T “\ ‘ ‘\“‘} T ‘\ ‘i‘\ T T \‘ ‘ T
m/z--> 20 80 100 120 140
Abundance #18196: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0
121.0 /\
] A
136.0 12.50
5000 77.0 m/z 136.05 78.32%
39.0
o458 L. H\ T’f’
miz--> 100 120 140 /\
Abundance #18197: Cyclohexene, 3—methy|—6—(l methylethylidene)- ‘ =
93.0 12.50
136.0
121.0 m/z 79.00  46.45%
5000 770
41.0
S il
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\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47

Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 6 1,3,7-Octatriene, 3,7-dimet... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.841 2.48 ug/L 130965 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,7-Octatriene, 3,7-dimethyl- 136 C1OH16 000502-99-8 91
2 Camphene 136 C10H16 000079-92-5 70
3 4-Carene, (1S,3R,6R)-(-)- 136 C1OH16 005208-49-1 70
4 .beta.-Ocimene 136 C1OH16 013877-91-3 70
5 3-Carene 136 C1OH16 013466-78-9 70

Abundance Scan 3577 (12.841 min): VU050077.D\data.ms (-3565) (- | m/z 93.00 100.00%
93.0
71.0
41.0
5000
121.0 /L‘ ‘ ——
#_9 M “ 1360 1250 13.00
0Ll R WL Wy bl L w2 7100 62.73%
miz--> 20 40 60 8 100 120 140
Abundance #18099: 1,3,7-Octatriene, 3,7-dimethyl-
93.0
5000 — - —
410 77 12.50 13.00
‘ 121.0 m/z 41.00  55.59%
136.0
O\\\‘2\6.})\\}‘\\““\’\9“\\“‘\\!‘\“\“‘\\\"\\\\‘\
miz--> 20 40 80 100 120 140
Abundance #18001.Camphene
93.0
Y M W
41.0 121.0 12.50 13.00
5000 m/z 69.00 46.59%
67.0
bl
oh ‘ m‘l“‘,uH“wl“ Al
m/iz--> 20 80 100 120 140
Abundance #18074: 4-Carene, (1S,3R,6R)-(-)- — P
93.0 12.50 13.00
m/z 91.00 40.27%
5000 43.0
77.0
T soase || |
miz--> 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU080422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47

Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 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 unknown-01 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.889 0.57 ug/L 29868 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 35
2 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 27
3 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl10 029538-77-0 27
4 Cyclooctyl alcohol 128 C8H160 000696-71-9 22
5 Oxirane, decyl- 184 C12H240 002855-19-8 22

Abundance Scan 3592 (12.889 min): VU050077.D\data.ms (-3586) (- | m/z 57.00 100.00%

57.0
40.9
5000 98.0
80.9

UL e
bl M T mjz s4.00  64.27%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #4251: Hexanal
56.0
41.0
5000 U
720 1250 1300
27,0 m/z 56.00  63.30%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #4431: Cyclopentanol, 2-methyl-, cis-
57.0
1250 1300
5000 41.0 m/z 40.90 54.43%

' 82.0
H“ 10\0'0
1 il 1L
wwm_mw‘_m_m‘mWm_ww_www
20 30 40 50 60 70 80 90 100110 120 130 140

0
m/z-->
Abundance #17298: Cyclohexanol, 4-chloro-, trans-
57.0 1250 1300
m/z 43.90 49.71%
- V\WV\M\}\'W\N\/\M
41.0
‘ ‘ 80.0 98.0
bl bt 4489, 1380
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 1250 1300

SFAMUTRO80422WMA.M Mon Aug 08 17:44:18 2022

Page:

9



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@80422\
Data File : VU@50077.D

Acqg On : 04 Aug 2022 21:47
Operator : SY/MD

Sample : N4022-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 1.1 ug/L 52424 2 9.417 244756 5.0
D-Limonene 11.745 1.3 ug/L 69941 3 11.812 263756 5.0
Eucalyptol 11.912 1.7 ug/L 90803 3 11.812 263756 5.0
Cyclohexene, 1-... 12.459 0.6 ug/L 28931 3 11.812 263756 5.0
1,3,7-Octatrien... 12.841 2.5 ug/L 130965 3 11.812 263756 5.0
unknown-01 12.889 0.6 ug/L 29868 3 11.812 263756 5.0
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