LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41422\
Data File : VV025554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.111 16 22 33 rvB5 5768 7902 1.68% 0.124%
2 1.204 45 51 59 rBvV 23614 23160 4.94% 0.365%
3 1.310 73 84 98 rBV 99488 111021 23.67% 1.749%
4 1.571 157 165 179 rVB 88819 101951 21.73% 1.606%
5 2.111 321 333 352 rVB 170146 255755 54.52%  4.029%
6 2.513 447 458 468 rBV3 10601 16966 3.62% 0.267%
7 3.937 883 901 927 rBV 21853 105791 22.55% 1.667%
8 4.358 1014 1032 1061 rBV3 87606 268544 57.25%  4.231%
9 5.050 1230 1247 1273 rBV3 176066 438340 93.44% 6.906%
10 5.619 1413 1424 1446 rBV 134124 278396 59.35% 4.386%
11  5.915 1505 1516 1532 rVB9 5626 12549 2.68% 0.198%
12 6.072 1553 1565 1584 rBV2 98720 203372 43.35% 3.204%
13  6.310 1630 1639 1645 rBV7 2756 4704 1.00% 0.074%
14 6.516 1692 1703 1716 rBV4 5487 10319 2.20% 0.163%
15 6.989 1840 1850 1870 rBV2 42407 83075 17.71% 1.309%
16 7.239 1915 1928 1940 rBvV2 14215 27496 5.86% 0.433%
17  7.317 1941 1952 1970 rVV 205276 364227 77.64% 5.738%
18 7.397 1973 1977 1988 rVB4 5206 9279 1.98% 0.146%
19 7.628 2040 2049 2064 rBV 24175 44611 9.51% 0.703%
20 7.940 2131 2146 2156 rBvV2 15867 28599 6.10% 0.451%
21 8.095 2181 2194 2229 rBV2 142518 332593 70.90%  5.240%
22 8.249 2235 2242 2252 rBV2 10422 16796 3.58% 0.265%
23 8.853 2415 2430 2448 rBV = 224133 370550 78.99% 5.838%
24 9.474 2611 2623 2630 rBV2 5829 10397 2.22% 0.164%
25 9.606 2655 2664 2676 rVB3 7141 11683 2.49% 0.184%
26 9.705 2687 2695 2707 rBV 18274 30876 6.58% 0.486%
27 9.815 2722 2729 2740 rVB9 6487 10666 2.27% 0.168%
28 10.008 2780 2789 2800 rVB5 9473 14722 3.14% 0.232%
29 10.140 2823 2830 2834 rBV6 5713 7895 1.68% 0.124%
30 10.181 2834 2843 2849 rVV2 71734 123769 26.38% 1.950%
31 10.217 2849 2854 2866 rVB2 65242 99414 21.19% 1.566%
32 10.381 2895 2905 2915 rBV 41745 67766 14.45% 1.068%
33 10.509 2933 2945 2951 rBV4 15190 24833 5.29% 0.391%
34 10.699 2995 3004 3015 rBV4 7606 13076 2.79% 0.206%
35 10.911 3057 3070 3077 rBV4 2980 5819 1.24% 0.092%
36 11.040 3096 3110 3118 rBV2 19998 35182 7.50% ©0.554%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41422\
Data File : VV025554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO40822WMA .M
Title : TRACE VOA SFAM1.0
37 11.e85 3118 3124 3134 rVB8 12589 20168 4.30% 0.318%
38 11.149 3134 3144 3151 rBV3 19117 31339 6.68% 0.494%
39 11.194 3151 3158 3164 rVB5 8995 13056 2.78% 0.206%
40 11.246 3164 3174 3196 rVB2 284591 450006 95.93% 7.089%
41 11.352 3196 3207 3216 rBV3 68048 114166 24.34%  1.799%
42 11.525 3250 3261 3281 rBV 258503 469099 100.00% 7.390%
43 11.622 3282 3291 3308 rVB 207641 341825 72.87% 5.385%
44 11.779 3334 3340 3348 rBvV8 4404 5780 1.23% 0.091%
45 11.898 3369 3377 3388 rBvV8 6805 10979 2.34% 0.173%
46 12.008 3400 3411 3427 rVV9 19227 42390 9.04% 0.668%
47 12.088 3430 3436 3447 rVB4 8973 14159 3.02% 0.223%
48 12.249 3472 3486 3502 rBV2 45354 95789 20.42% 1.509%
49 12.342 3505 3515 3520 rvVv 64015 96082 20.48% 1.514%
50 12.381 3520 3527 3546 rVB2 92675 165030 35.18% 2.600%
51 12.509 3560 3567 3578 rvVB1o 7525 11742 2.50% ©.185%
52 12.667 3605 3616 3625 rBv4 34424 63854 13.61% 1.006%
53 12.728 3626 3635 3653 rvB2 88153 164315 35.03% 2.589%
54 12.895 3681 3687 3695 rvB9 5614 8822 1.88% ©0.139%
55 13.062 3730 3739 3744 rBV9 6583 10712 2.28% 0.169%
56 13.159 3757 3769 3782 rBV2 83638 146356 31.20%  2.306%
57 13.236 3786 3793 3800 rBV6 16065 26487 5.65% 0.417%
58 13.316 3815 3818 3825 rvB2 13128 13806 2.94% 0.217%
59 13.364 3826 3833 3847 rVB5 21195 37783 8.05% 0.595%
60 13.432 3849 3854 3865 rVB5 13324 18895 4.03% 0.298%
61 13.522 3876 3882 3893 rVB1le 11138 18760 4.00% 0.296%
62 13.625 3903 3914 3929 rVB1o 9003 23444 5.00% 0.369%
63 13.908 3994 4002 4011 rBV8 4778 8398 1.79% 0.132%
64 14.040 4033 4043 4049 rBV 16080 27083 5.77% 0.427%
65 14.175 4073 4085 4096 rBv8 13295 22095 4.71% 0.348%
66 14.233 4096 4103 4112 rBV9 9749 13912 2.97% 0.219%
67 14.332 4118 4134 4149 rVB9 19000 42376 9.03% 0.668%
68 14.409 4149 4158 4165 rBV9 9179 17471 3.72% 0.275%
69 14.618 4213 4223 4234 rBV9 9429 24135 5.14% 0.380%
70 14.818 4278 4285 4297 rVB8 5076 9203 1.96% 0.145%
71 15.014 4342 4346 4359 rVBS8 4400 7648 1.63% 0.120%
72 15.114 4368 4377 4382 rBV8 5322 7872 1.68% 0.124%
73 15.155 4382 4390 4399 rVB10 13915 22674 4.83% 0.357%
74 15.284 4420 4430 4436 rBV1e 2753 4774 1.02% 0.075%
75 15.335 4439 4446 4451 rBV7 6550 8947 1.91% 0.141%
76 15.400 4464 4466 4478 rVB8 3274 5293 1.13% 0.083%

SFAMVTRO40822WMA.M Wed Apr 20 16:56:09 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41422\
Data File : VV025554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO40822WMA.M
Title : TRACE VOA SFAM1.0

77 15.638 4533 4540 4546 rBV2 4832 6733 1.44% ©.106%
78 16.139 4687 4696 4702 rBV5 3928 5694 1.21% ©.090%
79 16.178 4702 4708 4716 rVB7 8322 12096 2.58% 0.191%
80 16.953 4942 4949 4956 rBV9 3246 4865 1.04% 0.077%

81 17.094 4981 4993 5011 rBV 65345 109382 23.32% 1.723%

Sum of corrected areas: 6347589
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:
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LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41422\

: VVO025554.D

: 14 Apr 2022 18:25

: SY/MD

: N2384-16

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

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

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

2111

1.310
1571

1.20.

Integrated Chromatogram

VTRO40822WMA .M

TIC: VV025554.D\data.ms

4.358
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 Eucalyptol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.352 1.27 ug/L 114166 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Eucalyptol 154 C10H180 000470-82-6 98
3 Eucalyptol 154 C10H180 000470-82-6 94
4 Eucalyptol 154 C10H180 000470-82-6 94
5 Trifluoroacetyl-.alpha.-terpineol 256 C12H17F302 1000058-17-6 87
Abundance Scan 3207 (11.352 min): VV025554.D\data.ms (-3196) (- m/z 43.00 100.00%
43.0
81.1
5000 108.1
154.1
— ——
‘ . ‘ H 11.00 11.50
S (i Muw;mh_ m/z 81.1 59.48%
miz--> 20 40 60 100 120 140 160
Abundance #30918.EucaWpKﬂ
43.0
81.0 ﬂv\ﬂ
108.0
5000 "‘/\\/\"\’\\ L aa s
154.0 11.00 11.50

m/z 69.10 46.11%

0 ‘1‘5"?““”’\\“\ \‘%‘j‘u \H‘\‘\‘\H‘ ‘\‘\}‘1‘\2‘?‘.?“”‘\“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #30928: Eucalyptol
43.0
r/»/\/\\ fk‘

W

81.0 11.00 11.50
108.0 o
5000 154.0 m/z 108.10 45.75%
el s
om_m‘ me 1 W N
m/z--> 60 80 100 120 140 160
Abundance #30926: Eucalyptol - L1 ‘*‘A‘
43.0 11.00 11.50
81.0 m/z 93.00 44..00%
5000 108.0
139.0
OH“‘HH‘M\ L (&1 HH‘ I’\r\//\/\/\/\ﬂ
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.525 5.21 ug/L 469099 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

Abundance Scan 3261 (11.525 min): VV025554.D\data.ms (-3250) (-  m/z 57.10 100.00%
57.1

5000 211
83.0 —
‘ ‘ 98.1 11.50
bl TAT 1130 1360 o 4116 38.38%
m/z--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 aehen N f N ‘
1.0 11.50
83.0 m/z 55.05 32.76%
980
0\ T \1\8’0\ ‘\“\ \“‘\ T T \“‘\ T "‘ T T ‘ \]\_1}3\0‘ L ’ T
miz--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
1150
5000 2410 ITI z 43.05 30.18%
‘ ‘ 83.0
980
IREECN A 2T S
m/z--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0 1150
m/z 70.05 26.97%
5000 41.0
83.0
b L] e
0 Ll \ ‘

m/z--> 20 40 60 80 100 120 140 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.342 1.07 ug/L 96082 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CSH180 000124-19-6 78
3 Nonanal 142 C9H180 000124-19-6 78
4 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 41
5 Cycloheptane 98 C7H14 000291-64-5 38

Abundance Scan 3515 (12.342 min): VV025554.D\data.ms (-3505) (-  m/z 57.05 100.00%

41.0 57.0
5000
g2.1 981
— T
‘ ‘ H 114.3 12.00 12.50
Y E— | _‘m bl ST wyg ates 83.75%
miz--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 — s
82.0 98.0 12.00 12.50
m/z 43.05 64.13%
1140
O \\\’2\6‘{‘\ T “ \“\M T \H ‘ T \ \ T ‘ } 1T ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #22963: Nonana
57.0
41.0 — —T
12.00 12.50
98.0 o
5000 m/z 56.05 61.65%
82.0
o
or2ep WL Dy D T s
m/z--> 20 40 60 80 100 120 140
Abundance #22960: Nonanal - e
41.0 57.0 12.00 12.50
m/z 55.00 59.65%
5000 98.0
82.0
114.0
o220 bl 1420 - o
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 Fenchone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.381 1.83 ug/L 165030 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 91
2 L-Fenchone 152 C10H160 007787-20-4 90
3 Fenchone 152 C10H160 001195-79-5 86
4 D-Fenchone 152 C10H160 004695-62-9 86
5 L-Fenchone 152 C10H160 007787-20-4 80

Abundance Scan 3527 (12.381 min): VV025554.D\data.ms (-3520) (-  m/z 81.10 100.00%

81.1
- _Jt
41.0 — e
109.1 1522 1200 12.50
0 _m_m‘imhe‘zmwqﬂ”mmw”umu‘ m/z 69.05 45.22%
m/z--> 0 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
5000 = P
12.00 12.50
41.0 1520 m/z 41.00 16.57%
109.0 '
O ‘w 1163, ‘ \ ‘
O‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone
81.0
— T
12.00 12.50
5000 m/z 80.05 14.23%
41.0
152.0
0 \1\5\'?\‘1‘\ \‘{‘H \‘\“\6,3{‘\‘1 HLLH\ e ‘1\0\‘9\.(\)‘ R ! -
m/z--> 0 20 40 60 80 100 120 140
Abundance #29061: Fenchone P P
81.0 12.00 12.50
m/z 152.15  14.23%
5000 41.0
152.0
109.0
ol el 38l 1330 Al
m/z--> 0 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.667 0.71 ug/L 63854 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 38
2 1,3-Cyclooctadiene, (Z,Z)- 108 C8H12 003806-59-5 35
3 1H-Pyrrole-2-carboxaldehyde, 5-m... 109 C6H7NO 001192-79-6 30
4 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 27
5 Benzenamine, 4-ethoxy- 137 C8H11NO 000156-43-4 25
Abundance Scan 3616 (12.667 min): VV025554.D\data.ms (-3605) (-  m/z 94.95 100.00%
41.0 95.0
69.0
139.0
5000
121.1
AN “fwﬁm‘ =
‘ ‘ ‘ 12.50 13.00
0 MWH‘MM‘H‘ “‘HH‘H‘“_M““HH‘JHW m/z 41.60  92.02%
m/z--> 20 40 60 80 100 120 140
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
69.0
5000 e e
12.50 13.00
m/z 108.10  90.54%
2ro ‘ ‘ o1. | 1380
0\\\‘\‘\‘\\“1\‘\“\“\“!‘\\‘ M\‘\ “\“\‘\\i\\\\“\\\\
miz-> 20 40 60 80 100 120 140
Abundance #6159: 1,3-Cyclooctadiene, (Z,2)- j\l\
79.0
PN AT, ¥, SR
12.50 13.00
m/z 109.10 85.95%
5000 39.0 108.0
62 ‘
ol el 72
miz--> 20 40 60 80 100 120 140
Abundance #6316: 1H-Pyrrole-2-carboxaldehyde, 5-methyl- e s AL
108.0 12.50 13.00
m/z 69.00 73.91%
53.0
5000 80.0
27.0 ‘
0‘““LWWM‘WMWVMMJWwM‘W“‘M“““““‘ P P
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_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 Fenchol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.728 1.83 ug/L 164315 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol 154 C10H180 001632-73-1 97
2 Fenchol 154 C10H180 001632-73-1 94
3 Fenchol, exo- 154 C10H180 022627-95-8 91
4 Fenchol 154 C10H180 001632-73-1 81
5 Fenchol 154 C10H180 001632-73-1 72

Abundance Scan 3635 (12.728 min): VV025554 D\data.ms (-3626) (- m/z 81.10 100.00%

I
1250 1300
1361 ' :
o i »M ARS8 s ge.1e 63.14%
m/z--> 100 120 140 160
Abundance #30905 Fencho
81.0
5000 P = ‘j\
12.50 13.00
m/z 43.00 45.13%
\ | M 139.0
O' ‘\\\\‘\\\\‘\\\\‘\
\

miz--> 100 120 140 160
Abundance #30900 Fenchol
.0
o ‘
12.50 13.00
5000 ITI/Z 41.00 33.66%
43.0
0 15‘9 : H‘ ’ : ‘\ “b \H\ \ M}H‘ “; — ‘\ 1‘3?\"0‘ ]"5‘4‘?‘
miz--> 20 100 120 140 160
Abundance #30965: Fencholexo— e —
81.0 12.50 13.00
m/z 69.05 33.30%
5000 MJ/\KA\/J\VN\W/NAV
miz--> 20 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 10 (+)-2-Bornanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.159 1.63 ug/L 146356 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 98
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 98
4 (+)-2-Bornanone 152 C1eH160 000464-49-3 98
5 Camphor 152 C10H160 000076-22-2 98

Abundance Scan 3769 (13.159 min): VV025554.D\data.ms (-3757) (- m/z 95.05 100.00%

95.0
5000 a0 o
‘ 152.1 AV
P =
‘ 191 ‘ 13.00 13.50
0 b 2980 myz 81.85 67.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29114: (+)-2-Bornanone
T /\W\
5000 s o
410 090 1520 13.00 13.50
' m/z 41.00 40.72%
0150 ) ‘\ 1230, |
T \\\\‘\\\\’\\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29113: (+)-2-Bornanone
95.0
—— —
13.00 13.50
5000 41.0 m/z 108.10  40.05%
69.0 152.0
0l15.0 L 11230,
i e A
m/z--> 20 40 60 80 100 120 140 160 180 200 \A
Abundance #29108: (+)-2-Bornanone AT “ et
95.0 13.00 13.50
m/z 69.05 33.72%
5000 41.0
69.0 152.0
0 15'0 I \‘ h ‘ 124'0\ Il
i AR e e R RR R R T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041422\
Data File : VV@25554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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 11 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.094 1.22 ug/L 109382 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
2 diethyl 2-hydroxy-3-(tetrahydrof... 260 C12H2006 1000365-67-1 64
3 Succinic acid, 2,2-dichloroethyl... 298 C11H16C1205 1000390-71-6 59
4 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 59
5 2-Methyl-1,5-hexadiene-3-0l 112 C7H120 017123-60-3 59

Abundance Scan 4993 (17.094 min): VV025554.D\data.ms (-4981) (-  m/z 71.10 100.00%
711

1.

5000 43.1

—
111.1 159.0 2432 17.00

by el et ok 2 S ey M/Z 43,10 41.41%
m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

71.0

o

5000 e ‘
43'0 17.00

m/z 41.00 11.05%
111.0 159.0 243.0
Ly \ gl 2150 | 271(

m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #147624: diethyl 2-hydroxy-3-(tetrahydrofuran-2-yl)succir
71.0

o

17.00
5000 m/z 56.10 7.28%

43.0
111.0 15‘7'0
I

‘ L) 187.0
Raar

bt e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #195928: Succinic acid, 2,2-dichloroethyl tetrahydrofurfur R B
71.0 17.00

m/z 111.10 7.13%

o

5000

43.0 101.0
N 143.0 185.0 215.0 ,

m/z--> 20 40 60 80 100120 140160 180200 220 240 260 17.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41422\
Data File : VV025554.D

Acqg On : 14 Apr 2022 18:25
Operator : SY/MD

Sample : N2384-16

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO40822WMA.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|
Eucalyptol 11.352 1.3 ug/L 114166 3 11.249 450006 5.0
1-Hexanol, 2-et... 11.525 5.2 ug/L 469099 3 11.249 450006 5.0
Nonanal 12.342 1.1 ug/L 96082 3 11.249 450006 5.0
Fenchone 12.381 1.8 ug/L 165030 3 11.249 450006 5.0
unknown-01 12.667 0.7 ug/L 63854 3 11.249 450006 5.0
Fenchol 12.728 1.8 ug/L 164315 3 11.249 450006 5.0
(+)-2-Bornanone 13.159 1.6 ug/L 146356 3 11.249 450006 5.0
2,2,4-Trimethyl... 17.094 1.2 ug/L 109382 3 11.249 450006 5.0
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