LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47385.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 25 rVvB 54822 58756 3.56% 0.373%
2 1.601 71 81 97 rBV3 66247 98631 5.98% 0.626%
3 1.919 171 180 200 rBV 50892 78498 4.76% 0.498%
4 2.572 370 383 399 rVvB3 154114 300463 18.22% 1.907%
5 4.668 1013 1035 1092 rBV2 150573 590349 35.81% 3.747%
6 5.067 1143 1159 1183 rBV 114598 254196 15.42% 1.613%
7 5.321 1220 1238 1253 rBV2 15503 34922 2.12% 0.222%
8 5.726 1342 1364 1395 rBvV2 221816 583986 35.42% 3.706%
9 6.250 1512 1527 1551 rBV 216122 408761 24.79% 2.594%
10 6.542 1603 1618 1637 rBV 225241 420508 25.51% 2.669%
11 6.694 1649 1665 1683 rBV 144782 284714 17.27% 1.807%
12 7.568 1924 1937 1956 rBV 76330 134746 8.17% 0.855%
13 7.899 2026 2040 2057 rBV 258018 446131 27.06% 2.831%
14  8.182 2113 2128 2142 rBV 49211 85900 5.21% 0.545%
15 8.555 2231 2244 2258 rBV 302919 508981 30.87% 3.230%
16  8.648 2258 2273 2304 rVV 441076 938788 56.94% 5.958%
17 8.793 2307 2318 2344 rVB3 38342 85721 5.20% 0.544%
18 9.420 2499 2513 2538 rBV 310064 523316 31.74% 3.321%
19 10.349 2788 2802 2815 rBVS5 10211 17436 1.06% 0.111%
20 10.761 2917 2930 2946 rBV 157807 252885 15.34% 1.605%
21 10.893 2957 2971 2981 rBV2 8594 16692 1.01% 0.106%
22 11.455 3137 3146 3165 rVB 29964 51380 3.12% 0.326%
23 11.581 3175 3185 3198 rVB 12299 19765 1.20% 0.125%
24 11.693 3208 3220 3231 rBV3 60383 99462 6.03% 0.631%
25 11.812 3245 3257 3269 rBV 374322 597858 36.26% 3.794%
26 11.944 3285 3298 3302 rBV2 23897 42023 2.55% 0.267%
27 11.973 3302 3307 3318 rVB 37371 51819 3.14% 0.329%
28 12.195 3358 3376 3390 rVB 319112 544739 33.04%  3.457%
29 12.330 3409 3418 3428 rBV3 11213 18462 1.12% 0.117%
30 12.886 3583 3591 3599 rBV2 28391 42594 2.58% 0.270%
31 13.008 3621 3629 3633 rBv4 11928 16612 1.01% 0.105%
32 13.050 3634 3642 3651 rVB4 32242 49475 3.00% 0.314%
33 13.134 3660 3668 3679 rBV 25957 41925 2.54% 0.266%
34 13.198 3682 3688 3700 rvB9 8168 17858 1.08% 0.113%
35 13.430 3751 3760 3769 rBV 218398 364397 22.10%  2.313%
36 13.529 3785 3791 3799 rBV5 23713 36728 2.23%  0.233%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0
37 13.587 3800 3809 3817 rBV 178212 301758 18.30%  1.915%
38 13.725 3846 3852 3866 rVB7 29693 47216 2.86% ©0.300%
39 13.851 3884 3891 3894 rBV5 24440 34170 2.07% 0.217%
40 13.999 3917 3937 3943 rBV4 122813 314802 19.09% 1.998%
41 14.047 3944 3952 3960 rVV3 104208 171935 10.43% 1.091%
42 14.092 3960 3966 3972 rBV 87783 111446 6.76% 0.707%
43 14.188 3985 3996 4011 rBV2 335383 623360 37.81% 3.956%
44 14.449 4069 4077 4086 rBV 921221 1224411 74.27% 7.771%
45 14.571 4110 4115 4123 rVB4 108991 141291 8.57% ©.897%
46 14.648 4134 4139 4153 rVB4 134922 247218 14.99% 1.569%
47 14.941 4225 4230 4234 rBV3 76864 96382 5.85% 0.612%
48 15.021 4250 4255 4260 rBV 84437 106548 6.46% 0.676%
49 15.066 4262 4269 4279 rVB5 238547 399559 24.23% 2.536%
50 15.147 4288 4294 4304 rVB2 177049 266305 16.15% 1.690%
51 15.208 4305 4313 4326 rBV 457341 685035 41.55% 4.348%

52 15.401 4364 4373 4382 rBV 1184866 1648693 100.00% 10.464%

53 15.976 4545 4552 4565 rVV 327243 488083 29.60%  3.098%
54 16.044 4567 4573 4587 rVB4 115157 210667 12.78% 1.337%
55 16.291 4642 4650 4661 rVB 378843 517684 31.40%  3.286%

Sum of corrected areas: 15756040
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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\VU@30822\

: VUe47385.D

: 08 Mar 2022 12:42

: SY/MD

: N1773-12DL 10X

: 25.0mL/MSVOA_U/WATER
7

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 22
R.T. EstConc Area Relative to ISTD R.T.
1.363 0.72 ug/L 58756 1,4-Difluorobenzene 6.250

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 Cyclopropane 42 C3H6 000075-19-4 7
4 Cyclopropane 42 C3He 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance Scan 7 (1.363 min): VU047385.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
AT T
1.401.501.601.70 1.80
0 ‘ 206.¢ 0
A e e e e m/z 39.00 78.57%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 ‘\\\\‘HJ’\Tﬁ\\‘\\\\‘\\\
1.401.501.601.70 1.80
m/z 42.00 60.31%
15.0
0 \“\H“\‘i\‘ui‘HH’HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
R A RN REERE
1.401.501.601.70 1.80
5000 m/z 44.00 31.65%
15.0
0 \‘m‘”m‘muu\,\\u‘\u\‘\\\\‘HHWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane RRmmaEa AR
42.0 1.401.501.601.70 1.80
m/z 43.00 29.04%
5000
14.0
0 \‘m‘“w‘mHu\,\\u‘\u\‘\\\\‘\m‘\m‘\m‘\m‘uu Pt T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Hexanal Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.793 0.82 ug/L 85721  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 50
3 Hexanal 100 C6H120 000066-25-1 50
4 Hexanal 100 C6H120 000066-25-1 43
5 Butanal 72 C4H80 000123-72-8 25

Abundance Scan 2318 (8.793 min): VU047385.D\data.ms (-2307) (-) m/z 55.95 100.00%

44.0 56.0
5000
72.0
“H‘_‘H“H‘_‘H“
‘ ‘ ‘ 8.9 8.40 8.60 8.80 9.00 9.20
Ot h s Hiﬂlt‘u‘ﬁm“quﬁ‘W“u“u‘ m/z 43.95 89.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 [TT T T[T T I T[T T T [ TTrr]rT
290 720 8.40 8.60 8.80 9.00 9.20
m/z 40.95 83.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0
R A
270 8.40 8.60 8.80 9.00 9.20
5000 ' ITI/Z 57 .00 66.81%
72.0
o250 Ll s 00
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal R e AR
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 42.95 58.73%
27.0
5000
72.0
m/z--> 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@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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-Decanol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.693 0.83 ug/L 99462  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 78
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
4 Octane, 2-methyl- 128 C9H20 003221-61-2 59
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 59
Abundance Scan 3220 (11.693 min): VU047385.D\data.ms (-3208) (- m/z 57.00 100.00%
57.0
5000
85.1 AVA«
\
39 1271 11.50 12,00
o T . m/z 71.85 55.03%
miz--> 20 40 60 80 100 120 140 160
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
5000 RN
1150 12.00
29.0 83.0 m/z 43.00 51.05%
0 b M M0 1390 1680
\‘\\\‘\\\‘\\ \\\‘\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 100 120 140 160
Abundance #33097.Nonane,&7{nmeﬂwh
57.0
2 T ‘ T
1150 12.00
5000 m/z 41.00 47 .40%
29.0 85.0
‘ 127.0 156.0
bt e L ) 1560
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #45495: Undecane, 5-methyl- - —
43.0 11.50 12.00
m/z 85.10 35.71%
5000 71.0
112.0
oZG-L)l“?-O,”O-O ‘A‘A‘ s
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.430 3.05 ug/L 364397 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 90
3 Dodecane 170 C12H26 000112-40-3 90
4 Tetradecane 198 C14H30 000629-59-4 80
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 80

Abundance Scan 3760 (13.430 min): VU047385.D\data.ms (-3751) (- m/z 57.00 100.00%

57.0
5000
85.0
—T
13.50
112.1 170.2
bl ol gl 2L SIS 2070 sz 43,00 77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
5000 T T
85.0 13.50
200 m/z 71.05 60.63%
112.0 170.0
O\\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\U\’\‘\%ﬁ‘l\\o\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
T
13.50
5000 m/z 41.00 44.67%
85.0
29.0
90 g 1700
0m‘mwmW“H"m‘H:‘,mWm‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane T
57.0 13.50
m/z 85.05 36.16%
5000
85.0
29.0 170.0
ol b L | 120 1eg 00 194
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.587 2.52 ug/L 301758 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76

Abundance Scan 3809 (13.587 min): VU047385.D\data.ms (-3800) (- m/z 57.00 100.00%
57.0

T \
H 98\0 141.0 169.2 13.59
o 358 b 1410 1692 2070 n 7105 44.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 N :
13.50
900 98.0 m/z 43.00 38.75%
O\\‘\H‘\\“‘\\\‘H“\\H}\“H\\\““\\\H\‘\\%\4.‘]-\.\0\\‘\\\]\-‘8\4.\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
T \
13.50
5000 ITI/Z 41.00 27.23%
29.0
H 98.0
obb by a0 1890
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 56.00 16.83%
5000
bt g Ly 1410 1690 i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 7 1-Dodecanol, 3,7,11-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.999 2.63 ug/L 314802 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 52
2 6-Tridecene, (Z)- 182 C13H26 006508-77-6 50
3 6-Tridecene, (E)- 182 C13H26 006434-76-0 46
4 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 45
5 Hexyl octyl ether 214 C14H300 017071-54-4 45

Abundance Scan 3937 (13.999 min): VU047385.D\data.ms (-3917) (- m/z 43.00 100.00%

43.0 85.1
5000
126.1 e
i :
167.1 14.00
ol 206.9 m/z 57.00  94.02%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #109494: 1-Dodecanol, 3,7,11-trimethyl-
57.0

g

5000 =1 ‘
14.00
29.0 1250 m/z 85.10 85.29%
il
O \\‘\“\\\\’\‘\\“\ \\\’\\\\‘ \\\‘\\\\‘\\\\“\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56961: 6-Tridecene, (2)-
5:
T \
14.00
so00] 22° ‘o m/z 69.05 81.88%
1110 182.0
e m,uH‘m‘WHWHWHWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56960 6-Tridecene, (E)- T |
53. 14.00
m/z 41.00 79.56%
29.0
5000 3.0
1 10 182.0
0 ‘ J 1540 |
e m,uH‘mWm_m‘mwm‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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: Cyclicl4.047 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.047 1.44 ug/L 171935 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 55
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 53
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
5 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 47

Abundance Scan 3952 (14.047 min): VU047385.D\data.ms (-3944) (-  m/z 83.10 100.00%
1

83.
55.0
5000

1 140.1 168.1 14.00
H\ " ‘H H“ vl 0?\ M \‘\ 2069 9
O e et e e e e m/z 55.00 70.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl-
83.0
55.0
5000 —
14.00

m/z 82.00 68.37%

29.0 154.0
0 D T X
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20678: Cyclohexane, butyl-
83.0

o

55.0 T \
14.00
5000 m/z 43.00 65.41%
29.0 140.0
S 0 = A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43498: Cyclohexane, hexyl- kﬁ = I
55.0 83.0 14.00

5000
290 ‘ 168.0
0 [ O T | 110N )

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:50 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\

Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 17
R.T. EstConc Area Relative to ISTD R.T.
14.092 0.93 ug/L 111446 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 93
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 59

5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30

007225-67-4 52

Abundance Scan 3966 (14.092 min): VU047385.D\data.ms (-3960) (-  m/z 57.05 100.00%
57.0
o T M/\_J\m
141.1 L 1400 ‘
| ‘ | ‘ 1131 7 1601 14.00
OF e pre el el m/z 43.00 90.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
5000 710 (SN2 :
14.00
m/z 71.10 62.68%
‘ 99.0 141.0
O \‘\\\\‘\‘\‘\\“\\\“‘\\‘H\"}‘\\\“\\\‘\‘\\\\i‘\\\\‘l-\s\g\.(\)‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #59045: Dodecane, 2-methyl-
43.0 kA
‘ e ‘
14.00
5000 71.0 m/z 85.10  51.37%
99.0 141.0
169.0
0\%9\\MHHN\HWMNM’WHWk\ﬂwNH\w\\W\M\‘H\
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl- =T
57.0 14.00
m/z 41.00 39.35%
5000
85.0
29.0 155.0
0 Lo TP 1840 el
m/z--> 0O 20 40 60 80 100 120 140 160 180 14.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:51 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.188 5.21 ug/L 623360 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 72
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64

Abundance Scan 3996 (14.188 min): VU047385.D\data.ms (-3985) (- m/z 57.00 100.00%

57.0
5000
= e
‘ | 85‘ 1 11H3'1 1550 183 14.00 14.50
bl Al L SO 183:2207.0 0 71 05 88.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 el ASE
14.00 14.50
m/z 43.00 54.40%
29.0
85.0 113.0
O \\\‘\‘\‘\\‘\\\ ‘\\H}\‘\‘\\\‘\\f“\‘\\\]-\4‘2\\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
= e
14.00 14.50
5000 ITI/Z 41.00 32.15%
29.0 ‘ ‘ 85‘ 0 1130
0 "“‘H‘_"M‘“‘:‘“"‘w‘H‘_m_m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- T 7
57.0 14.00 14.50
m/z 56.00 23.26%
5000
112.0
o M | 850 155.0 183.0
“““““ = —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMUTRO30422WMA.M Wed Mar 09 16:59:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.449 10.24 ug/L 1224410 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
5 Tridecane 184 C13H28 000629-50-5 87
Abundance Scan 4077 (14.449 min): VU047385.D\data.ms (-4069) (- m/z 57.00 100.00%
57.0
14.50
99.1 184.2 :
0 Wp”h “ Ao, M2 re m/z 43.00  72.44%
miz--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 T
14.50
m/z 71.05 63.85%
90
184.
O \z\a\\ \‘ ‘H‘\ ‘\“ \“‘\ ! \H T ]\-4\1-‘0\ T 8\‘ \O‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
—
14.50
5000 m/z 41.00 41.15%
99.0
otso LLL 0 qao tos0
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester ——
57.0 14.50
m/z 85.05 40.84%
5000
970
ol 280, H‘ Lik 180 soeo zeo _zon L
miz--> 50 15 200 250 14.50

SFAMUTRO30422WMA.M Wed Mar @09 16:59:53 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 12 (DEL) Alkane: Cyclic14.571 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.571 1.18 ug/L 141291 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 62
3 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 45
4 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 43
5 Cyclooctanemethanol 142 CS9H180 003637-63-6 35

Abundance Scan 4115 (14.571 min): VU047385.D\data.ms (-4110) (- m/z 69.00 100.00%

69.0
1111
5000
390 196.2 1450 |
PLLLLL a0 0 281 S oc
ol i L T e b B myz 57.08 95.70%
m/z--> 50 100 150 200 250
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
29.0
5000 T ‘
14.50
’111.0 182.0 ITI/Z 71.10 70.26%
oL ““ }‘ ‘w‘\\ \MH‘M\ ‘nh“ ‘}H\ ‘MH\‘ %‘5‘1‘0\“ {‘\‘ e B
m/z--> 50 100 150 200 250
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
N \
111.0 14.50
5000 ' ITI/Z 55.00 69.93%
39,0
oL ‘\H‘ M ‘\ S o T T
miz--> 50 100 150 200 250
Abundance #7381: Ethanone, 1-cyclopentyl- T ‘
69.0 14.50
m/z 111.10 59.09%
5000
39.0 112.0
0 e — —
m/z--> 50 100 150 200 250 14.50

SFAMUTRO30422WMA.M Wed Mar 09 16:59:54 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.648 2.07 ug/L 247218 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 62
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 59
4 Heptacosane 380 C27H56 000593-49-7 59
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53

Abundance Scan 4139 (14.648 min): VU047385.D\data.ms (-4134) (-  m/z 57.00 100.00%
57.0

5000
85.1
T —
H ‘ “ 12‘7.1 169.2 1083 14.50 15.00
Ol el e m/z 71,10 46.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 — .
14.50 15.00
85.0 . .14%
29.0 ‘ 1960 m/z 43.00  33.14%
O\\\\‘\‘\‘\\“‘\\\H“\\‘M\‘w\\\““\\\\‘\“\\\‘\]-\5\4\..‘0\\\]-\8‘3.\(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
—r— —
14.50 15.00
5000 m/z 85.10  32.90%
85.0
29.0 126.0
L | | 1550 183.0
Ot e Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester P ——
57.0 14.50 15.00
m/z 41.00 32.72%
5000
85.0
2o || o o
OB R e e R e Al e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:54 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 14 unknown-01 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.941 0.81 ug/L 96382 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 C24H500 1000406-38-6 46
2 Eicosyl octyl ether 410 C28H580 1000406-38-8 43
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38

Abundance Scan 4230 (14.941 min): VU047385.D\data.ms (-4225) (- m/z 57.00 100.00%

57.0
5000
98.1
——
15.00
. 179.1
o‘,w“‘w“ 42088,28,“ m/z 71.10  47.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #264243: Hexadecyl octyl ether
57.0
5000 T
15.00
85.0 m/z 41.00 45.14%
\’\\\\M\\‘\ \‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘H\\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #308229: Eicosyl octyl ether
57.0
——
15.00
5000 m/z 43.00 42.04%
027\ 0\‘ M \ \\ “‘1%7 01550 1970 252. 0281(
et Raar e e ARaARRARasEaa e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl- —
57.0 15.00
m/z 69.00 36.98%
85.0
2700 | 177 127015501840
e e e T e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00

SFAMUTRO30422WMA.M Wed Mar @09 16:59:55 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\

Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 15 (DEL) Alkane: Straight-Chai...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.021 0.89 ug/L 106548 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53

Abundance Scan 4255 (15.021 min): VU047385.D\data.ms (-4250) (-

m/z 71.10 100.00%

43.0 71.1
5000
‘ 99.0 154.1 ‘15‘00‘ I
183.1
o‘w"UH‘1‘_;14‘1“”‘_‘wmeWHWwwwwﬁ‘??‘( m/z 43.00  94.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 A :
15.00
m/z 57.00 86.50%
| ‘ 99.0 _ 1550
0\H‘\‘\H“H\h‘\H\‘}\H“‘H\‘\‘2\\7\9\\\”\‘\\\\‘\]\-\9\8‘\\0\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl-
57.0
T
15.00
5000 ITI/Z 85.10 51.92%
29.0 126.0
o b A wseorme
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74023: Dodecane, 4,6-dimethyl- s :
57.0 15.00
m/z 70.00 50.28%
5000
290‘ 85.0
113.0
bbb L O assoume dath
m/z--> 20 40 60 80 100120140160180200220240260 15.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:56 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.066 3.34 ug/L 399559 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 50
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 49
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 47
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 46
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43

Abundance Scan 4269 (15.066 min): VU047385.D\data.ms (-4262) (- m/z 57.00 100.00%
57.0

Abundance #206621: Sulfurous acid, 2-propy! tridecyl ester
43.0 15.00

m/z 41.00 53.86%

5000 8.1
T I
1131 1951455 15.00
O e Bl L b 289 m/z 43.00 91.99%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 LN :
85.0 15.00
29.0 m/z 83.10  68.10%
\‘ \‘ H [ [1130 15]\501830
O‘H\\‘\H\‘\\}\‘HH‘H\\‘\H\‘\\\‘\‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T I
15.00
5000 85.0 m/z 71.10 56.91%
140.0
1820
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
T I

5000 71.0

L H‘H 290 127.0154,0182.0 17,0

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 15.00

é

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\

Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.147 2.23 ug/L 266305 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 87
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
3 Octacosane 394 C28H58 000630-02-4 64
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 62
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58
Abundance Scan 4294 (15.147 min): VU047385.D\data.ms (-4288) (- m/z 57.05 100.00%
57.0
—— —
‘ 9"0 169.2 15.00 15.50
oH‘Uw‘lu‘w‘Nm;_“e e m/z 71.10 56.04%
mlz--> 50 100 150 200 250 300 350
Abundance #74018: Tridecane, 3-methyl-
57.0
5000 LN %
15.00 15.50
m/z 43.00 49.31%
H %9-0 169.0
O\\\}“‘\‘“‘\h\“[\‘\‘\\‘\“x\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
—— —
15.00 15.50
5000 m/z 41.00 42.53%
9.0 169.0
osOLLy Ll T aamo
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 1 —
57.0 15.00 15.50
m/z 85.10 40.71%
5000
9.0
ol byl 141-0183.02250 281.0 337.0 394
e e S — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.208 5.73 ug/L 685035 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
4 Octane, 2-methyl- 128 C9H20 003221-61-2 81
5 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 80

Abundance Scan 4313 (15.208 min): VU047385.D\data.ms (-4305) (- m/z 57.00 100.00%
57.0

127.1 5.5‘06 5.5‘56
A A ol | 155118922123 2690 ;7116 93.e1%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 e A
85.0 15.00 15.50
m/z 43.00 51.42%
29.0 127.0
0 \‘\“\‘M“‘M\‘ “\‘1‘1\“}‘H}M‘\\”\‘\“\\\‘:\]-5\5‘.\0\:\]-ﬁ§\.\0\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
—— —
15.00 15.50
5000 m/z 85.05 40.64%
113.0
0‘_mwmuwwm‘muﬂwﬂtﬂﬁéﬁpﬁéggagﬂpu‘uu‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 15.00 15.50
m/z 41.00 38.09%
5000
29.0 85.0
‘ 27.0
m/z--> 20 40 60 80 100120140160 180200220 240260 15.00 15.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
: VUe47385.D

: 08 Mar 2022 12:42

: SY/MD

¢ N1773-12DL 10X

: 25.0mL/MSVOA_U/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 19 (DEL) Alkane: Straight-Chai...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.401 13.79 ug/L 1648690 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 97
3 Tetradecane 198 C14H30 000629-59-4 91
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90

Abundance Scan 4373 (15.401 min): VU047385.D\data.ms (-4364) (- m/z 57.10 100.00%
57.1

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->

85.0

%

[N 1
15.00 15.50

et 1892 R0 m/z 43.00  71.89%

20 40 60 80 100 120 140 160 180 200
#74005: Tetradecane
57.0

85.0 T 1
15.00 15.50

29.0 m/z 71.05 68.53%

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
20 40 60 80 100 120 140 160 180 200
#74006: Tetradecane

57.0

T ‘
15.00 15.50

m/z 85.05 45.49%

85.0
290
130, 1410 169.0 1980
20 40 60 80 100 120 140 160 180 200
#74004: Tetradecane .

57.0 15.00 15.50
m/z 41.00 39.26%

85.0
29.0 ‘
113.0 198.0
| [ 141.0 169.0 -~

20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.976 4.08 ug/L 488083 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 4552 (15.976 min): VU047385.D\data.ms (-4545) (- m/z 57.00 100.00%
57.0

- MM
—r—
L7
bbb b L SR 2263 m/z 71.05 92.19%
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
16.00
m/z 43.00 82.36%
‘ 113.0
O]\-S\Q\ \ ‘\ “ T ‘\ “ \H T \ } ‘\ \].8\3\0‘ \2\26\0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59027: Tridecane
57.0
—r—

16.00
5000 m/z 85.10 51.27%
99 0 184.0
gzl || B0 o 0
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 16.00
m/z 41.00 39.48%
5000

0 ‘\‘ H‘ i ‘\ | 1410 1830 2390 296
g Lot 1830 2390 296

miz--> 100 150 200 250 16.00

g
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Library Search Compound Report

m/z--> 20 40 60 80 100120140160180200220240260280

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU030822\
Data File : VU@47385.D
Acqg On : 08 Mar 2022 12:42
Operator : SY/MD
Sample : N1773-12DL 10X
Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 7 Sample Multiplier: 1
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 21 (DEL) Alkane: Cyclicl6.044 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.044 1.76 ug/L 210667 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 76
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 76
3 Heptylcyclohexane 182 C13H26 005617-41-4 70
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 62
Abundance Scan 4573 (16.044 min): VU047385.D\data.ms (-4567) (- m/z 83.00 100.00%
83.0
55.0
5000
‘ 196.2 16.00 |
113.1 : .
141.1
o‘,w“‘wh ‘uJl“_uwh_mwmkupm‘wwwﬁ?%‘???%“ m/z 82.05 86.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71755: Cyclohexane, octyl-
83.0
55.0
5000 — :
16.00
m/z 55.00 79.67%
o204 L | meouosicoto0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85369: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0
N T
55.0 16.00
5000 m/z 57.00 77 .70%
‘ 208.0
0 ‘H I \‘ | ‘\ 1250 179.0 ‘
N \

Abundance #56964: Heptylcyclohexane

83.0 16.00
m/z 41.00 56.48%
55.0
5000
L po 182.0

o‘,wwm”‘m‘w“_m_wme‘wwWWWWW —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.291 4.33 ug/L 517684 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 4650 (16.291 min): VU047385.D\data.ms (-4642) (- m/z 57.00 100.00%
57.0

- AML
99.0 iéOd iﬁgd
ol b L L], 1410 18322123 2820 4309 70.00%
miz--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
5000 — -
16.00 16.50
e 99.0 m/z 71.05 69.14%
O “\ ‘\“ ‘”‘\ ‘!‘ \‘H‘\ ““ \H T H]\_A%‘O‘\ :\1_8\2\0‘21\‘2\0\ L B
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
— =
16.00 16.50
5000 m/Z 85.05 46.30%
99.0
oL LI LT, 40 1mp02120
miz--> 50 100 150 200 250
Abundance #90190: Pentadecane — =
57.0 16.00 16.50
m/z 41.00 39.88%
5000
99.0
oL 0L LT, 110 smpoza0 ———
miz--> 50 100 150 200 250 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47385.D

Acqg On : 08 Mar 2022 12:42
Operator : SY/MD

Sample : N1773-12DL 1eX

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA .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... 1.363 0.7 ug/L 58756 1 6.250 408761 5.0
Hexanal 8.793 0.8 ug/L 85721 2 9.420 523316 5.0
1-Decanol, 2-et... 11.693 0.8 ug/L 99462 3 11.816 597858 5.0
(DEL) Alkane: S... 13.430 3.0 ug/L 364397 3 11.816 597858 5.0
(DEL) Alkane: S... 13.587 2.5 ug/L 301758 3 11.816 597858 5.0
1-Dodecanol, 3,.. 13.999 2.6 ug/L 314802 3 11.816 597858 5.0
(DEL) Alkane: C.. 14.047 1.4 ug/L 171935 3 11.816 597858 5.0
(DEL) Alkane: S.. 14.092 0.9 ug/L 111446 3 11.816 597858 5.0
(DEL) Alkane: S.. 14.188 5.2 ug/L 623360 3 11.816 597858 5.0
(DEL) Alkane: S.. 14.449 10.2 ug/L 1224410 3 11.816 597858 5.0
(DEL) Alkane: C.. 14.571 1.2 ug/L 141291 3 11.816 597858 5.0
(DEL) Alkane: S... 14.648 2.1 ug/L 247218 3 11.816 597858 5.0
unknown-01 14.941 0.8 ug/L 96382 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.021 0.9 ug/L 106548 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.066 3.3 ug/L 399559 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.147 2.2 ug/L 266305 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.208 5.7 ug/L 685035 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.401 13.8 ug/L 1648690 3 11.816 597858 5.0
(DEL) Alkane: S.. 15.976 4.1 ug/L 488083 3 11.816 597858 5.0
(DEL) Alkane: C.. 16.044 1.8 wug/L 210667 3 11.816 597858 5.0
(DEL) Alkane: S.. 16.291 4.3 ug/L 517684 3 11.816 597858 5.0
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