LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 1eX

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47384.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.362 3 7 21 rVB 51279 53391 5.71% 0.453%
2 1.600 71 81 97 rBV3 63745 93959 10.05% 0.797%
3 1.919 171 180 199 rBV 51486 81707 8.74% 0.693%
4 2.571 369 383 399 rvB4 149781 290889 31.10% 2.467%
5 3.047 520 531 551 rvB2 7093 14582 1.56% 0.124%
6 3.874 775 788 801 rVB2 4846 10446 1.12% ©0.089%
7 4.665 1008 1034 1088 rBvV2 146885 565358 60.45%  4.794%
8 5.066 1142 1159 1189 rBV 112634 249459 26.67%  2.115%
9 5.317 1221 1237 1254 rBv2 14414 32876 3.52% 0.279%
10 5.726 1341 1364 1389 rBV2 216747 572419 61.21% 4.854%
11  6.250 1512 1527 1557 rBV 215746 412208 44.08%  3.496%
12 6.542 1604 1618 1635 rBV 213417 398668 42.63% 3.381%
13  6.693 1651 1665 1685 rBV 142255 278085 29.74%  2.358%
14  7.568 1922 1937 1957 rBV 74147 132473 14.17% 1.123%
15 7.899 2024 2040 2058 rBV 253135 441016 47.16%  3.740%
16 8.179 2113 2127 2145 rBV 48384 85656 9.16% 0.726%
17  8.555 2229 2244 2258 rBV 271499 460328 49.22%  3.904%
18 8.648 2258 2273 2306 rVV 435372 886673 94.81% 7.519%
19 8.793 2307 2318 2337 rVB 36735 76393 8.17% 0.648%
20 9.420 2500 2513 2537 rBvV 310975 522112 55.83% 4.428%
21 10.349 2793 2802 2817 rVB4 9842 16812 1.80% 0.143%
22 10.761 2917 2930 2946 rBV 149802 240550 25.72% 2.040%
23 10.893 2958 2971 2984 rVB 10152 18763 2.01% 0.159%
24 11.455 3137 3146 3162 rVB 15898 27743  2.97% 0.235%
25 11.581 3176 3185 3197 rVB 6718 10526 1.13% ©0.089%
26 11.693 3208 3220 3231 rBV3 39619 65531 7.01% ©.556%
27 11.812 3245 3257 3270 rBV 376732 587759 62.85% 4.984%
28 11.941 3283 3297 3301 rBV3 13073 20574  2.20% 0.174%
29 11.973 3302 3307 3318 rVB2 19258 27138 2.90% 0.230%
30 12.195 3358 3376 3389 rVB 319279 516368 55.22% 4.379%
31 12.330 3410 3418 3428 rBV6 5844 9590 1.03% 0.081%
32 12.552 3473 3487 3495 rBvVS8 4198 10127 1.08% 0.086%
33 12.889 3583 3592 3600 rBV2 27505 41871 4.48% 0.355%
34 13.008 3621 3629 3634 rBV6 7593 11140 1.19% 0.094%
35 13.047 3634 3641 3651 rVB4 17209 26541 2.84% 0.225%
36 13.134 3660 3668 3680 rBV2 14294 22606  2.42% 0.192%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 1eX

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0
37 13.352 3728 3736 3739 rBV7 6934 9844 1.05% 0.083%
38 13.433 3751 3761 3783 rBV2 125282 249395 26.67% 2.115%
39 13.529 3785 3791 3799 rBV5 14061 20735 2.22% 0.176%
40 13.587 3800 3809 3826 rBV 104649 228922 24.48%  1.941%
41 13.725 3846 3852 3865 rvVB 17061 25978 2.78% 0.220%
42 13.851 3883 3891 3894 rBvVv7 15412 22750 2.43% 0.193%
43 13.999 3917 3937 3943 rBV5 69353 177113 18.94% 1.502%
44 14.047 3944 3952 3959 rVWW3 59684 97353 10.41% 0.826%
45 14.092 3960 3966 3972 rVwV 50551 61386 6.56% ©0.521%
46 14.188 3985 3996 4011 rBV2 201825 370072 39.57%  3.138%
47 14.449 4069 4077 4086 rBV 533969 717388 76.71% 6.083%
48 14.648 4133 4139 4153 rVB4 78293 145804 15.59%  1.236%
49 15.066 4262 4269 4279 rVB5 139460 229649 24.56% 1.947%
50 15.146 4288 4294 4304 rVB3 100293 153068 16.37%  1.298%
51 15.208 4305 4313 4326 rBV 259524 391328 41.84%  3.318%
52 15.400 4364 4373 4382 rBV 675498 935189 100.00% 7.930%
53 15.976 4545 4552 4565 rVvv2 174323 260565 27.86% 2.210%
54 16.047 4568 4574 4586 rVB5 64183 112942 12.08%  0.958%
55 16.291 4642 4650 4662 rVB 192885 270542 28.93%  2.294%

Sum of corrected areas: 11792360
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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\

: VUe47384.D

: 08 Mar 2022 12:18

: SY/MD

: N1773-11DL 10X

: 25.0mL/MSVOA_U/WATER
. 6

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

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

Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 17
R.T. EstConc Area Relative to ISTD R.T.
1.362 0.65 ug/L 53391 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 40
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 7 (1.362 min): VU047384.D\data.ms (-3) (-)

m/z 41.00 100.00%

41.0
RERRAREEREREEEEEEEES R
1.401.501.601.701.80
206.S o
ol e s m/z 39.00 86.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 ‘uu‘u/‘\u‘ﬁ‘uu‘\u
1.401.501.601.701.80
m/z 42.00 62.10%
15.0‘
O\“H\“\‘i\‘ui‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
T T T
1.401.501.601.701.80
5000 ITI z 44.00 28.50%
15.0
0 W\WWU\H‘H\w\H\_\H‘u\w\u\_\u‘u\w\u\_\u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #63: Cyclopropane e
42.0 1.401.501.601.70 1.80
m/z 42.95 28.46%
5000
140‘
O\‘uu‘uu‘\u\‘\\u‘uu‘u\\‘uu‘uu‘uu‘uu‘uu AL B S e 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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 16

R.T. EstConc Area Relative to ISTD R.T.
8.793 0.73 ug/L 76393  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 83
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 72

Abundance Scan 2318 (8.793 min): VU047384.D\data.ms (-2307) (-)

m/z 56.00 100.00%

56.0
5000
820 _ww_www
8.40 8.60 8.80 9.00 9.20
Ofrrrprre "J“‘_Hw‘m_MW_WM?‘QQ? m/z 43.95 90.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4248: Hexana
44.0
5000 [TT T T[T I T[T T T [ TTrr]rT
8.40 8.60 8.80 9.00 9.20
72.0 m/z 41.00 80.66%
15.0
O' \‘\h“‘\\‘!\“\\]\-\0‘0\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: Hexanal
56.0
R e
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 57 .00 65.04%
29.0
82.0
owu‘lm nw“‘Mw“‘Hw‘H‘_ww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4244: Hexanal R R
44.0 8.40 8.60 8.80 9.00 9.20
m/z 42.95 60.40%
5000
72.0
o150l il Jao0o
m/z--> 20 40 60 80 100 120 140 160 180 200 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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.693 0.56 ug/L 65531 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 50
2 Decane, 3-methyl- 156 C11H24 013151-34-3 50
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 50
4 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 47
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 47

Abundance Scan 3220 (11.693 min): VU047384.D\data.ms (-3208) (- m/z 57.00 100.00%
57.0

—

5000 85.0 /\
—r
127.0 11.50 12.00
0! bl e Mz 42,95 59.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 A”J\?/\ NJU
11.50 12.00
29.0 m/z 41.00 55.70%
0 \‘ I ) 1130 1410 1690 198.0
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl-
57.0
S L) s
11.50 12.00
5000 850 m/z 71.00  50.79%
29.0 '
126.0
obr b b e L 3s80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl- A e”“ it A
57.0 11.50 12 00
m/z 55.00 38.77%
5000
29.0 85.0
127.0
B O A ' MMM\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@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.433 2.12 ug/L 249395 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Dodecane 170 C12H26 000112-40-3 81
3 Hexadecane 226 C16H34 000544-76-3 80
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 3761 (13.433 min): VU047384.D\data.ms (-3751) (- m/z 57.00 100.00%
57.0

- o0 V\JU\‘\A
—F—
13.50
112.1 170.2
bbbl el 240 m/z 43.00 73.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 T T
85.0 13.50
m/z 71.00 61.62%
29.0 170.0
O\\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
——
13.50
5000 m/z 41.00 46.69%
85.0
220 170.0
112.0
o d b L L L 0 m0 R0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T
57.0 13.50
m/z 85.05 38.21%
5000
85.0
29.0
SN O O O R T =Y S N )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.587 1.95 ug/L 228922 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76

Abundance Scan 3809 (13.587 min): VU047384.D\data.ms (-3800) (-  m/z 57.05 100.00%
57.0

T I
| 98\0 1411 169.1 13.59
b 308l HAEE 1692069 s 7105 44.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 . :
13.50
900 98.0 m/z 43.00 39.30%
0\\‘\H‘\\“‘\\\‘H“\\H}\“H\\\““\\U\‘\\\]-\4.‘]-\.\0\\‘\\\]\-‘8\4.\.0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T I
13.50
5000 ITI/Z 41.00 29.15%
29-0‘ 98.0
Ot 1810 1690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 56.00 17.22%
5000
29.0
H 98.0
A N : B A
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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 7 (DEL) Alkane: Cyclic13.999 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.999 1.51 ug/L 177113  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 78
2 1-Undecene, 8-methyl- 168 C12H24 074630-40-3 60
3 Pentadecafluorooctanoic acid, un... 568 C19H23F1502 1010406-04-1 58
4 6-Tridecene, (Z)- 182 C13H26 006508-77-6 50
5 6-Tridecene, (E)- 182 C13H26 006434-76-0 46

Abundance Scan 3937 (13.999 min): VU047384.D\data.ms (-3917) - m/z 43.00 100.00%

43.0
5000 7.0
DiSe— ‘
i, 12
0 m‘“‘“'“‘1“‘“‘”‘1\““ 1““““\ Ju“u‘,HH‘HH,HH‘HH,‘ m/z 57.00 85.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56983: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 = ‘
14.00
‘ 260 1820 m/z 41.80 82.55%
0 'i:ll”’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43503: 1-Undecene, 8-methyl-
43.0
L \
14.00
5000 ITI/Z 69.00 81.94%
7.0
0 | Wil jaseo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #344981: Pentadecafluorooctanoic acid, undecy! ester — ]
43.0 14.00
m/z 55.00 81.56%
5000
7.0
154.0
ol L] \‘ L M | | 219.0 2810  369.0 455,
A i R R R A ——
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 0.83 ug/L 97353  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 60
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 58
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 52
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 47

Abundance Scan 3952 (14.047 min): VU047384.D\data.ms (-3944) (-  m/z 83.10 100.00%
1

83.
43.0
5000

140.1 168.1 14.00
09.0
Ol P b 2070 gre0  68.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0

5000 ——
14.00

o

29.0 ‘ 168.0
“W‘M”MM‘ WW”W!”J&%%?‘”‘W“W‘L‘W“W‘”‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
A T \

14.00
5000 m/z 55.00 60.93%
29.0 140.0
M -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl- 7 ‘
83.0 14.00

55.0
5000
29.0 140.0
H ‘H \\‘\ ‘\“\ | | 111.0 ‘ /kA‘ A

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 19
R.T. EstConc Area Relative to ISTD R.T.
14.092 0.52 ug/L 61386 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 64
5 Octane, 2-methyl- 128 C9H20 003221-61-2 62
Abundance Scan 3966 (14.092 min): VU047384.D\data.ms (-3960) (- m/z 57.00 100.00%
57.0
5000
99‘-0 Ly 14.00 |
ol Ml b L[ 1842wz 43.00  87.68%
miz--> 50 100 150 200 250 300
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 eV ‘
14.00
99.0 141.0 m/z 71.10 62.35%
OL\S.\q‘\ ‘\‘ “ ‘\ ‘“‘ \“h\ H‘ \“‘ T ‘\ !“ ‘ T 9-8\4\.0‘ L ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
(ONIAY) ‘
14.00
5000 m/z 85.10 48.10%
99.0 140.0
182.0
ol b ba f 1 T 2260
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 14.00
m/z 41.00 45.42%
5000
99.0 1550
I I W -1 v
m/z--> 50 100 150 200 250 300 14.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:09 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 Sulfurous acid, dodecyl 2-e...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.188 3.15 ug/L 370072 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

4 Decane, 5-propyl- 184 C13H28
5 Undecane, 6,6-dimethyl- 184 C13H28
Abundance Scan 3996 (14.188 min): VU047384.D\data.ms (-3985) (-

57.0
5000
g85.1 113.1
VALl | 1ss21m
O e et el el b e T A T e e pree e

m/z--> 20 40 60 80 100120140160180200220 240260280

Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0

5000

113.0
29.0 85.0
o ‘\ l \‘ | \‘ 16\9 0

\
’HH‘HH‘HH‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

o

5000

29.0‘ ‘ 85.0 1130
\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester

o

1000309-19-5 80
1010309-19-2 72
1000309-19-3 72
017312-62-8 64
017312-76-4 64

m/z 57.00 100.00%

é

14.00 14.50
m/z 71.10 90.04%

-

14.00 14.50
m/z 43.00 54.60%

-

14.00 14.50
m/z 41.00 34.10%

-

57.0 14.00 14.50
m/z 56.00 24.69%
5000
290 8501130
HH\ “ 1] 14\10
o,w‘w_mwWm_m_m‘w‘w_Wwwwmw = —

m/z--> 20 40 60 80 100120140160180200220240260280

SFAMUTRO30422WMA.M Wed Mar 09 16:59:10 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 6.10 ug/L 717388 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 93
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90

Abundance Scan 4077 (14.449 min): VU047384.D\data.ms (-4069) (-  m/z 57.00 100.00%
57.0

- e M/\L
1450
112.1 184.2 .
ol 35 H‘H_“‘mu!Hu”"muu‘lf“l“l‘l‘??qu_ m/z 43.00  73.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 T
14.50
290 m/z 71.10 62.94%
H | | M20 1410 1840
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
—
14.50
5000 ITI/Z 41.00 41.82%
85.0
29.0
0 \‘ ‘\‘ Loy 1180 1410 184.0
e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane T
57.0 14.50
m/z 85.05 40.71%
5000
29.0 85.0
| L yh20 1410 1840
0 ‘H‘H‘wHH‘w“MH“‘m‘w‘m‘mwm‘mw ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

SFAMUTRO30422WMA.M Wed Mar 09 16:59:11 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.648 1.24 ug/L 145804  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 76
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 64
4 Decane, 3-methyl- 156 C11H24 013151-34-3 50
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50

Abundance Scan 4139 (14.648 min): VU047384.D\data.ms (-4133) (- m/z 57.00 100.00%
57.0

5000
85.1
—r —
‘ [ | “‘ 12‘7.1 1691 1082 14.50 15.00
Ol el ol bl A TS m/z 71010 48.18%
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 . .42%
29.0 ‘ 1960 m/z 41.00 34.42%
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 43.00  33.89%
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 85.10 28.68%
5000
85.0
2o || o o
OB R e e R e Al P e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMUTRO30422WMA.M Wed Mar 09 16:59:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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...

il

| 1130 1550 207

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.066 1.95 ug/L 229649 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 92
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 49
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 47
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 46
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 43

Abundance Scan 4269 (15.066 min): VU047384.D\data.ms (-4262) (- m/z 57.05 100.00%
57.0
5000 85.1
R \
‘ ‘1131 155. 118 5 15.00
Orrerretbb e L L TOB2280C L 4300 92.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 Ak :
85.0 15.00
290 m/z 83.05 64.34%
113.0 155.0
O ’\‘\‘\\“‘H\‘J‘HHM‘H\\“HH‘\\H‘H\‘\‘H]\-ﬁ\3\\()\‘\\\\‘\\\\‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74017: Tridecane, 2-methyl-
43.0
T 7 \
15.00
5000 m/z 71.10 60.64%
71.0
155.0
0 ‘\ H I, \\‘99‘01270 \‘ 1830
o e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #188718: Sulfurous acid, butyl undecyl ester —— :
57.0 15.00
m/z 41.00 49.99%
5000
85.0
—

Qbbb e b e e 2008
m/z--> 20 40 60 80 100120140160180200220240260280

SFAMUTRO30422WMA.M Wed Mar 09 16:59:13 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 2-Bromo dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.147 1.30 ug/L 153068 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 4294 (15.146 min): VU047384.D\data.ms (-4288) (- m/z 57.00 100.00%
57.0

- MMAJ\M
990 169.2 15.00 15.50
oww“wMHHM‘HJ“‘m‘hHlfe‘l”,‘”",“‘2‘9‘7‘9_”W?ﬁ"?‘?u m/z 71.05  54.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #132769: 2-Bromo dodecane \AAAJKJV\AJ\A/J\vka
57.0
5000 I D
15.00 15.50
m/z 43.00 47.29%
27.0 ‘ 99.0 169.0
O‘”WWWM”M”MH“Nk”ggﬁ9””!””P”‘W”W”‘W””W”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
léOO 1&50
5000 m/z 41.0  42.30%
27.0‘ ‘990 155.0
0‘HMH”WHMH“WHHw‘HMHw‘wwwHw‘waw‘waH\HHw‘ \M/mVNMAJJXxfﬂKAKA
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #193300: Dodecane, 1-iodo- — —
57.0 15.00 15.50
m/z 85.10 40.21%
5000
‘ 99.0 155.0
0‘”\M”M”wﬁMW‘”“”L\J”P”LVNW%QZP”P”‘P”W”‘W” T 1
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

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



Library Search Compound Report

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

Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 3

R.T. EstConc Area Relative to ISTD R.T.
15.208 3.33 ug/L 391328 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 83
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 74

Abundance Scan 4313 (15.208 min): VU047384.D\data.ms (-4305) (- m/z 57.00 100.00%
57.0
97.1 127.1 igod iS%d
183.1 ’ :
owu“‘m‘m”m‘!mw\H!‘wA“H‘HH,‘m_““2‘1‘%‘2‘””‘%@9}” m/z 71.05 93.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
5000 1500 1550
85.0 : :
m/z 43.00 53.62%
127.0
O ‘\\hl\“1\\\“\\”\‘\“\\\[\\\%??\(‘)\\\\‘2\]\-%‘()\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
15.00 15.50
5000 m/z 85.05 41.84%
27 113. O
oZT0L L LTl 15401830 553008
wHH‘HH_‘H_H‘_Hw‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14552: Heptane, 2,6-dimethyl- T T
43.0 15.00 15.50
m/z 41.00 39.06%
5000
‘ 85 0
128.0
0‘_HHM‘A_‘H_‘H_‘L_‘HM‘HW‘HM‘HM‘HM‘HM‘HM‘HM‘ —— —

m/z--> 20 40 60 80 100120140160180200220240260280

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

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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 1
R.T. EstConc Area Relative to ISTD R.T.

15.400 7.96 ug/L 935189 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90

Abundance Scan 4373 (15.400 min): VU047384.D\data.ms (-4364) (- m/z 57.00 100.00%
57.0

%

5000 85.1
15‘0(; 15.50
113.1141.1 198.2 ’ :
0 Hww\‘umH‘_“‘mlm“_mwwﬁ?’?%wwwHW%‘??“ m/z 43.00 70.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 — e

T
15.00 15.50

29.0 m/z 71.05 66.47%
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74006: Tetradecane
57.0
— 7
15.00 15.50
5000 m/z 85.10 43.84%
85.0
29.0
owﬂmmwmﬁﬁ%ﬁ%@ﬁ%%wwwm
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane . —T
57.0 15.00 15.50

m/z 41.00 39.48%

5000 85.0
29. O‘
113.0 198.0
| | | 2141016902

om_m_m_m‘w‘mwmwH_m_m‘wwwwm — —
miz--> 20 40 60 80 100120140160 180200220 240260 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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 6

R.T. EstConc Area Relative to ISTD R.T.
15.976 2.22 ug/L 260565 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 92
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Tetradecane, 4,11-dimethyl- 226 C1l6H34 055045-12-0 90
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4552 (15.976 min): VU047384.D\data.ms (-4545) (-
57.0

m/z 57.00 100.00%

1131 1600
16.00
183.2 .
b A b L L A4R2 U 2262 2820 u,p 71,10 92.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
16.00
m/z 43.00 82.67%
113.0
0 2?0 M W | M H ﬂ5401830 226.0
\\‘\\\\‘\H\‘H\\‘\\H‘H\\’\\H‘\H\‘\\\\‘\H\‘HH‘HH‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
e
16.00
5000 ITI/Z 85.05 50.04%
L2 LT asao130 asaonen
H_HwHH_HWHH‘HH“HWHH_HWHH_HWHH_HWHH_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107241: Tetradecane, 4,11-dimethyl- —
43.0 16.00
m/z 41.00 38.07%
5000
85.0
183.0
i o
O et e e e e —
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@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 14
R.T. EstConc Area Relative to ISTD R.T.
16.047 0.96 ug/L 112942 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 58
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 58
3 Tritetracontane 605 C43H88 007098-21-7 52
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49

Abundance Scan 4574 (16.047 min): VU047384.D\data.ms (-4568) (- m/z 57.00 100.00%

57.0
5000
U
|‘ 183.2 16.00
0 p“hﬂ%hmehhu‘Eg%PHH‘H‘W‘H‘_‘HW‘H‘H‘W“ m/z 71.05 57.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107243: Dodecane, 2-methyl-8-propyl-
7.0
5000 —
16.00
m/z 41.00 53.03%
183.0
O \\"J\J\\]\‘FW“HTTTTLT'\‘f\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
U
16.00
5000 ITI/Z 55.00 49.71%
33.0
oo o M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane 7
57.0 16.00
m/z 43.00 43.67%
- M
O‘Hﬁmpm%m%m 463.0 533.0 604.
e e e P e e e e —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.291 2.30 ug/L 270542  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 94
3 Pentadecane 212 C15H32 000629-62-9 93
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4650 (16.291 min): VU047384.D\data.ms (-4642) (- m/z 57.05 100.00%
57.0

?

5000 85.0
16.00 16.50
113.1141.1 212.2
Obrrr e all 7702092 SO0 2580wy 43,00 71.60%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #90192: Pentadecane
57.0
85.0
5000 — =
16.00 16.50
29.0 m/z 71.10 69.72%
\H‘\H\’\\\\‘\\\\‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #90190: Pentadecane
57.0
— =
16.00 16.50
5000 m/z 85.05 46.18%

85.0

\\ Ll M3014101680 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #90189: Pentadecane
57.0 16.00 16.50

m/z 41.00 41.02%

o
N
©
o

°

5000 85.0

0 I ‘\‘ |, M3014101690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

g
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47384.D

Acqg On : 08 Mar 2022 12:18
Operator : SY/MD

Sample : N1773-11DL 1eX

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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... 1.362 0.7 ug/L 53391 1 6.250 412208 5.0
Hexanal 8.793 0.7 ug/L 76393 2 9.420 522112 5.0
(DEL) Alkane: S.. 11.693 0.6 ug/L 65531 3 11.812 587759 5.0
(DEL) Alkane: S.. 13.433 2.1 ug/L 249395 3 11.812 587759 5.0
(DEL) Alkane: S.. 13.587 2.0 ug/L 228922 3 11.812 587759 5.0
(DEL) Alkane: C.. 13.999 1.5 ug/L 177113 3 11.812 587759 5.0
(DEL) Alkane: C... 14.047 0.8 ug/L 97353 3 11.812 587759 5.0
(DEL) Alkane: S... 14.092 0.5 ug/L 61386 3 11.812 587759 5.0
Sulfurous acid,... 14.188 3.1 ug/L 370072 3 11.812 587759 5.0
(DEL) Alkane: S... 14.449 6.1 ug/L 717388 3 11.812 587759 5.0
(DEL) Alkane: S... 14.648 1.2 ug/L 145804 3 11.812 587759 5.0
(DEL) Alkane: S... 15.066 2.0 ug/L 229649 3 11.812 587759 5.0
2-Bromo dodecane 15.147 1.3 ug/L 153068 3 11.812 587759 5.0
(DEL) Alkane: S... 15.208 3.3 ug/L 391328 3 11.812 587759 5.0
(DEL) Alkane: S.. 15.400 8.0 ug/L 935189 3 11.812 587759 5.0
(DEL) Alkane: S.. 15.976 2.2 ug/L 260565 3 11.812 587759 5.0
(DEL) Alkane: S.. 16.047 1.0 ug/L 112942 3 11.812 587759 5.0
(DEL) Alkane: S.. 16.291 2.3 ug/L 270542 3 11.812 587759 5.0
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