LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : 07 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLKOO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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@47362.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 98 rBV 87316 100881 11.00% 1.131%
2 1.916 176 179 201 rBV 77035 104681 11.42% 1.174%
3 2.572 371 383 397 rBV 149039 244416 26.65% 2.740%
4 4.649 1012 1029 1078 rBV2 88832 339680 37.04%  3.808%
5 5.067 1143 1159 1180 rBV 143274 317365 34.61% 3.558%
6 5.729 1338 1365 1386 rBvV2 285685 745166 81.26%  8.354%
7 6.253 1510 1528 1552 rBV 237133 451345 49.22% 5.060%
8 6.546 1607 1619 1632 rVB4 13524 26187 2.86% 0.294%
9 6.694 1650 1665 1684 rBV 182520 352518 38.44% 3.952%
10 7.568 1923 1937 1954 rBV 100107 174688 19.05% 1.958%
11  7.899 2027 2040 2059 rBV 361118 621788 67.80% 6.971%
12 8.182 2116 2128 2145 rBV 62763 109282 11.92% 1.225%
13 8.555 2234 2244 2256 rVB2 18735 31359 3.42% 0.352%
14 8.636 2256 2269 2312 rBV 479700 917032 100.00% 10.281%
15 9.417 2498 2512 2528 rBV 324782 544736 59.40% 6.107%

16 10.758 2917 2929 2946 rVB 165601 270296 29.48%
17 10.893 2963 2971 2982 rVB2 7563 12308 1.34%
18 11.813 3244 3257 3274 rBV 377879 595447 64.93%

ONOO W
(o))
N
(o))
R

19 12.192 3360 3375 3390 rBV 388990 626420 68.31% 023%
20 13.430 3751 3760 3767 rBV2 10077 16215 1.77% 182%
21 13.587 3800 3809 3819 rBV3 7285 14820 1.62% ©.166%
22 14.047 3943 3952 3960 rBV9 6351 12516 1.36% ©0.140%
23 14.192 3985 3997 4010 rBV3 21055 40849  4.45% 0.458%
24 14.449 4068 4077 4086 rBV 83323 113819 12.41% 1.276%
25 14.571 4111 4115 4125 rVB7 9729 11454 1.25% ©.128%
26 14.648 4133 4139 4153 rVB5 13378 23534  2.57% 0.264%
27 14.941 4223 4230 4235 rBV3 14897 23377 2.55% 0.262%
28 15.021 4249 4255 4260 rBV2 16382 21688 2.37% ©0.243%
29 15.066 4261 4269 4277 rVB3 42642 66562  7.26% 0.746%
30 15.147 4287 4294 4304 rVB2 34535 53162 5.80% ©.596%
31 15.211 4304 4314 4325 rBV 125572 191330 20.86% 2.145%
32 15.401 4363 4373 4382 rBV 440788 620422 67.66% 6.956%
33 15.504 4397 4405 4415 rBV5 32414 61876 6.75% 0.694%
34 15.841 4503 4510 4518 rBv4 33422 58961 6.43% 0.661%
35 15.938 4534 4540 4544 rBV3 33297 40533  4.42%  0.454%

36 15.976 4544 4552 4565 rVWW 271966 391086 42.65% 4.385%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0O®S8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 16.050 4569 4575 4586 rVB3 57617 94460 10.30% 1.059%

38 16.291 4641 4650 4662 rVB 302267 421937 46.01% 4.730%

39 16.889 4828 4836 4846 rBV 35337 55396 6.04% 0.621%
Sum of corrected areas: 8919592
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Mar 2022 13:10

: SY/MD

: VIBLKO®OS8

: 25.0mL/MSVOA_U/WATER

: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Vue47362.D

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

Abundance

400000

300000

200000

100000

TIC: VU047362.D\data.ms

5.729

6.253

6.69:
2.572 5.067

1601 1916 4.649

6.546

o

Time-->
Abundance

400000 11.813 121

300000

200000

100000

Time-->
Abundance

400000

300000

200000

100000

Time-->

ob——— —4 A

0 ‘ :

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

TIC: VU047362.D\data.ms
8.636

7.899
9.417

10.758

8.182
L 8-545 0.893

7.568

T = —— N A s e T ==
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

TIC: VU047362.D\data.ms
15.401

16.291

15.976

T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘
12.50 13.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.449 0.96 ug/L 113819 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Dodecane 170 C12H26 000112-40-3 86
Abundance Scan 4077 (14.449 min): VU047362.D\data.ms (-4068) (-  m/z 57.00 100.00%
57.0
w JJLN
‘ 14:50
99.1 .
184.2
ol ‘M‘u H ooy AL ORE28LO uy 43.00 72.68%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 L
14.50
m/z 71.00 65.06%
Z0) | | 7", g0 1st0
O T T ‘\ ‘\‘ ‘H‘\ ‘\‘ \“‘\ ‘H‘ \H T H\ \‘ .‘ T T \‘ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
—
14.50
5000 m/z 85.05 42.95%
27,0 99.0
0L o o
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane ESYCA I
57.0 14.50
m/z 41.00 42.74%
5000
2710 99.0
o b A [ 240 1e30 260 -
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 Dodecane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.066 0.56 ug/L 66562 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 52
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 52
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 49
4 Hexadecane 226 Cl6H34 000544-76-3 49
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 46
Abundance Scan 4269 (15.066 min): VU047362.D\data.ms (-4261) (- m/z 57.00 100.00%
57.0
5000
99.0 —— :
‘ ‘ 155.2 207.9 15.00
(WIN A S0 S R VI G — m/z 43.00 85.82%
miz-> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 el :
15.00
m/z 71.00 60.93%
99.0 1550
O T T T H‘[ T “U‘ \“‘\ “‘ \‘ T ‘\ T “\ ‘\ \1\97‘.()\ T T T ’ T T \2\96‘.(
m/z--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
N \
15.00
5000 m/z 85.05 49.,04%
‘ 99.0 0
oA A Ay ) 2070 2390 2610
miz--> 50 100 150 200 250
Abundance #287349: Octadecane, 1-iodo- =
57.0 15.00
m/z 41.00 46.61%
5000
99.0
otso L L |y %90 aer0 280 ol
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 5
R.T. EstConc Area Relative to ISTD R.T.
15.211 1.61 ug/L 191330 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 78
Abundance Scan 4314 (15.211 min): VU047362.D\data.ms (-4304) - m/z 57.00 100.00%
57.0
127.1 1500 1550
o] | 183.1 : :
ol } PAOL I 8L 2689 ;7165 94.03%
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e A
15.00 15.50
30 m/z 43.00 53.36%
’ 183.0
0 \2\6‘\0‘\“‘ ‘\ H‘ iy ““ \“ T “\ 1 “\ T \“\“‘ I \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
R F
15.00 15.50
5000 m/z 85.05 40.59%
113.0 183.0
oL2ao) LI T, 1880 asa0
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane = —s
57.0 15.00 15.50
m/z 41.00 36.39%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e e P o
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 1
R.T. EstConc Area Relative to ISTD R.T.

15.401 5.21 ug/L 620422 1,4-Dichlorobenzene-d4 11.813
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 Hexadecane 226 C16H34 000544-76-3 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90

Abundance Scan 4373 (15.401 min): VU047362.D\data.ms (-4363) - m/z 57.00 100.00%
57.0

A0 —s
99.1 15.00 15.50
141.1 198.2
ol L LA, par 1982 0 2800 4300 70.81%
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 = —r=
15.00 15.50
m/z 71.05 67.11%
27‘,0 99.0
O T T ‘\ ‘\“ ‘ H‘\ ‘!‘ \“‘\ ““ \H T “]\.4}.‘() T T \1\9?.(\) T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
- —4
15.00 15.50
5000 ITI/Z 85.10 46.13%
27.0 99.0
0L— ‘\‘ “‘\ ‘M‘ n‘!\ ‘\‘\‘ \\“ A \%4}‘0‘ ‘1‘9?(‘) . P
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane o —Ts
57.0 15.00 15.50
m/z 41.00 40.90%
5000
27.0 99.0
ol L L L L4, 1410 1s30 2260 LY RELT
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.504 0.52 ug/L 61876 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 64
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 64
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 Tritetracontane 605 C43H88 007098-21-7 58

Abundance Scan 4405 (15.504 min): VU047362.D\data.ms (-4397) (- m/z 57.00 100.00%
57.0

97.0
5000
‘ 15.50 |
140.1 1791 .
ol il I M‘ A STR090 2810 0 43,00 75.06%
m/z--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 T ‘
1.0 15.50
m/z 71.00 66.36%
\H ‘ NHMH 0 175.0 288.0
O T T T ‘ T T \H“ \ ‘ \ T : T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
T I
15.50
5000 ITI/Z 85.10 60.18%
97.0
o270l L L 111 [1270 1600 s080 2520 207
miz--> 50 100 150 200 250 300
Abundance #178950: Carbonic acid, tetradecyl vinyl ester 0 I
57.0 15.50
m/z 97.05 57.19%
5000
‘ 97.0
B2 LLLL 270 sssqiseo 2o .
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.976 3.28 ug/L 391086 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 4552 (15.976 min): VU047362.D\data.ms (-4544) (- m/z 57.00 100.00%
57.0

- JA‘J\/\
e
“ 99‘0‘ 1411 g4, ' 16.00
Obrerrerbdi b o L D02 2262 2820 0 7119 92.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
16.00
m/z 43.00 82.96%
113.0
0 2?0 M W | M H ﬂ5401830 226.0
\\‘\\H‘\H\‘HH‘HH‘H\\’\\H‘\H\‘\H\‘\H\‘HH‘HH‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59027: Tridecane
57.0
e
16.00
5000 ITI/Z 85.10 49.,27%
27.0
0L Lo, gao a0
Obrepehrebbe b b ey e e bree e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —
57.0 16.00
m/z 41.00 39.14%
h M
27|
0,15401830253,0282< T
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@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.050 0.79 ug/L 94460 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 91
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 83
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
5 Hexadecane 226 Cl16H34 000544-76-3 64

Abundance Scan 4575 (16.050 min): VU047362.D\data.ms (-4569) (- m/z 57.00 100.00%
57.0

99.0 183.2 nalo s !
L M4 253.0 o0
ob— b b J i g b ST m/z 71.00  51.50%
m/z--> 50 100 150 200 250
Abundance #90198: Tetradecane, 3-methyl-
57.0
5000 —
16.00
m/z 43.00 45.22%
27l0 99.0 183.0
0 \h\. ‘\‘ “‘\ w‘ rhig “‘ \‘ T %4\‘18\ T \“‘\ ‘21\3\0\ L s
m/z--> 50 100 150 200 250
Abundance #90199: Tetradecane, 3-methyl-
57.0
T [
16.00
5000 ITI/Z 41.00 39.14%
99.0 183.0
ol bl e
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane T ‘
57.0 16.00
m/z 85.00 38.22%
27.0 99.0
oL, | Al 2990 auo0 296 WU
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\

Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLK0OO8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 2

R.T. EstConc Area Relative to ISTD R.T.
16.291 3.54 ug/L 421937  1,4-Dichlorobenzene-d4 11.813
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 Nonadecane 268 C19H40 000629-92-5 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 4650 (16.291 min): VU047362.D\data.ms (-4641) (-
57.0

m/z 57.00 100.00%

o

°

°

°

- m
‘ 99.1 16.00 16.50
o141 212.2 : :
o‘H‘HHMH$MNWM‘ﬂHw_wu_uw‘}ﬁﬁ%‘uu_‘u_ugﬁiﬂu m/z 43.00 71.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 s =
16.00 16.50
99.0 m/z 71.10 70.07%
L2001 |1, 1410 18302120
\H‘HH‘HH’\\H‘\\H‘H\\‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
—— =
16.00 16.50
5000 ITI/Z 85.05 49.,18%
99.0
bbb 410, 18302120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158598: Nonadecane 1 =
57.0 16.00 16.50
m/z 41.00 39.70%
5000
99.0
0 27‘0\ \\‘\ HH\ H\ H‘ i \1410 183.0 2680
rrrprr e e e e et e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30722\
Data File : VU@47362.D

Acqg On : @7 Mar 2022 13:10
Operator : SY/MD

Sample : VIBLKO®S8

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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... 14.449 1.0 ug/L 113819 3 11.813 595447 5.0
Dodecane, 1-iodo- 15.066 0.6 ug/L 66562 3 11.813 595447 5.0
(DEL) Alkane: S... 15.211 1.6 ug/L 191330 3 11.813 595447 5.0
(DEL) Alkane: S... 15.401 5.2 ug/L 620422 3 11.813 595447 5.0
1-Octadecanesul... 15.504 0.5 ug/L 61876 3 11.813 595447 5.0
(DEL) Alkane: S... 15.976 3.3 ug/L 391086 3 11.813 595447 5.0
(DEL) Alkane: S... 16.050 0.8 ug/L 94460 3 11.813 595447 5.0
(DEL) Alkane: S... 16.291 3.5 ug/L 421937 3 11.813 595447 5.0
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