LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025389.D

Acqg On : 07 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25389.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.310 76 84 102 rVB 126355 129222 21.22% 2.032%
2 1.571 157 165 178 rBV 111859 125737 20.65% 1.977%
3 1.709 202 208 214 rBV 12793 14534 2.39% 0.229%
4 1.757 214 223 237 rVB 59934 78214 12.85% 1.230%
5 2.111 322 333 355 rVB 219644 322924 53.03% 5.079%
6 2.513 449 458 471 rVB3 6106 10817 1.78% 0.170%
7 3.889 878 886 922 rBV 53340 173362 28.47% 2.726%
8 4.352 1011 1030 1051 rBV 104033 263484 43.27% 4.144%
9 5.050 1231 1247 1273 rBV2 246512 608905 100.00% 9.576%
10 5.619 1413 1424 1449 rBV 170801 353983 58.13% 5.567%
11 5.918 1504 1517 1543 rBV2 149685 309049 50.75% 4.860%
12 6.072 1552 1565 1585 rBV 132256 272228 44.71% 4.281%
13  6.989 1839 1850 1871 rBV 60287 115667 19.00%  1.819%
14  7.317 1939 1952 1971 rBV 310230 537113 88.21% 8.447%
15 7.400 1974 1978 1997 rVB3 5597 10790 1.77% 0.170%
16 7.625 2037 2048 2063 rBV 33120 60050 9.86% 0.944%
17 7.976 2136 2157 2181 rBV 315627 543762 89.30%  8.552%
18 8.088 2183 2192 2223 rBV 200089 388998 63.88% 6.118%
19 8.850 2415 2429 2450 rBV 259308 431144 70.81% 6.781%
20 10.214 2843 2853 2868 rBV 83727 133443 21.92% 2.099%
21 10.378 2896 2904 2916 rVB2 7975 12108 1.99% 0.190%
22 10.911 3063 3070 3081 rVB5 4303 6404 1.05% 0.101%
23 11.143 3133 3142 3151 rBv4 4558 6694 1.10% 0.105%
24 11.246 3163 3174 3193 rBV 248619 388573 63.82% 6.111%
25 11.622 3279 3291 3311 rBV 269257 431611 70.88% 6.788%
26 12.249 3475 3486 3495 rBV2 10375 18333 3.01% ©0.288%
27 12.886 3670 3684 3699 rBV5 19486 36550 6.00% ©.575%
28 13.040 3717 3732 3747 rBV6 15757 39370 6.47% 0.619%
29 13.265 3794 3802 3811 rBV6 4658 9915 1.63% 0.156%
30 13.429 3846 3853 3861 rBV8 6499 13187 2.17% 0.207%
31 13.474 3863 3867 3880 rvv7 9274 17589 2.89% 0.277%
32 13.541 3882 3888 3906 rvVvBlo 12500 25610 4.21% 0.403%
33 13.638 3906 3918 3926 rBV4 20812 44241  7.27% 0.696%
34 13.898 3990 3999 4014 rBV 64383 104581 17.18% 1.645%
35 14.091 4053 4059 4066 rVB5 15230 21271  3.49% 0.335%
36 14.368 4140 4145 4156 rVB6 10458 16459 2.70% 0.259%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025389.D

Acqg On : 07 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0

37 14.506 4183 4188 4199 rVB6 23387 35347 5.81% 0.556%
38 14.586 4209 4213 4223 rVB3 11653 15862 2.61% 0.249%
39 14.651 4225 4233 4243 rVW2 26778 39285 6.45% 0.618%
40 14.844 4284 4293 4301 rBV 83990 117495 19.30% 1.848%
41 14.892 4305 4308 4314 rVB7 7439 8639 1.42% 0.136%
42 15.413 4464 4470 4478 rBvV3 18618 24789 4.07% 0.390%
43 15.458 4480 4484 4490 rVBS5 6802 8950 1.47% 0.141%
44 15.728 4561 4568 4581 rVB3 22250 32274 5.30% 0.508%

Sum of corrected areas: 6358563
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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_V\Data\VVve40722\

: VW025389.D

: 07 Apr 2022 16:52
: SY/MD

: N2291-01DL 5X

: 25mL/MSVOA_V/WATER
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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300000

250000

200000

150000

100000

50000

TIC: VV025389.D\data.ms
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TIC: VV025389.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.040 0.51 ug/L 39370 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 46
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 43

4 Undecane, 2,6-dimethyl-

184 C13H28

5 Carbonic acid, octyl vinyl ester 200 C11H2003

017301-23-4 43
1000383-25-5 38

Abundance Scan 3732 (13.040 min): VV025389.D\data.ms (-3717) (- m/z 57.10 100.00%
57.1

5000
J\Wm y
popl =
36 810 1150 166.1 13.00
o bl s ases s2.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 \f\/\m/f\nf]m —— ‘
13.00
m/z 71.10 50.75%
29.0 ‘ 98.0
O\\\‘\u‘\\“‘\\\‘ ‘\\H\\“H\\\“\\\“\‘\\\].\4‘1-\\0\\‘\\\]\-‘8\4.\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22092: Octane, 3,5-dimethyl-
57.0
bl Vg
13.00
5000 ITI/Z 41.00 38.77%
29\ ° ‘ ‘ 580 1130 o
0 H“JH“‘H‘u‘M“M‘NMHJ“H“‘L“‘H“‘H‘
miz--> 20 60 80 100 120 140 160 180 y
Abundance #22105: Octane, 3,5-dimethyl- 4 — ‘
57.0 13.00
m/z 56.00 33.07%
5000
290
85.0
113.0 MM
; 1420 boolh] W
m/z--> 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.638 0.57 ug/L 44241  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 80
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
3 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 72
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 3918 (13.638 min): VV025389.D\data.ms (-3906) (-  m/z 57.10 100.00%

57.1 ‘
5000
113.1 e s

85.0
bl H 1551 13.50 14.00
BARRRRRRRN \H\‘HH\‘M‘H\\‘\‘”‘u‘“uH‘HH‘HH‘HH‘HH‘HH‘ m/z 71.10 79.57%

0 : . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0
5000 T I
13.50 14.00
113.0 m/z 43.05 59.52%
29 0 85.0
Ty | aa101600 2250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecy! ester

;

Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester
57.0 13.50 14.00

m/z 56.10 24.66%

57.0
13.50 14.00
5000 m/z 41.00 33.75%
20,0 ‘ 85.0 113.0
oldl | ame 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

5000
113.0

200 0 LUy ” 141.0 169.0 197.0 2530 i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

‘ 85.0
|

?

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 1.35 ug/L 104581 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 93
4 Dodecane 170 C12H26 000112-40-3 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86

Abundance Scan 3999 (13.898 min): VV025389.D\data.ms (-3990) (-  m/z 57.05 100.00%
57.0

:

5000 85.0
13.50 14.00
1122 1412 184.2
0’ 3 e M2 T wz a3.1e 79.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 \‘ T T
13.50 14.00
29.0 m/z 71.05 63.71%
Ll L) 120 aa0 1840
O\\\‘\\\\‘\\\H\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
— —
13.50 14.00
5000 ITI/Z 41.10 50.26%
290 85.0
L) 120 aamo 1840
0‘““H"1Hm“‘m‘“‘w“““w“,u“‘u““u
m/z--> 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane . —
57.0 13.50 14.00
m/z 85.05 46.55%
5000 290 85.0 NJKJ\AWWQWWﬂ
184.0
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.651 0.51 ug/L 39285 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 87
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Eicosyl octyl ether 410 C28H580 1000406-38-8 72
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
Abundance Scan 4233 (14.651 min): VV025389.D\data.ms (-4225) (- m/z 57.10 100.00%
57.1
5000
113.2 LN NN
H | ‘ H ‘ 1553183.3 14.50 15.00
O vy op e Bl el e S e e /2 71,050 92,16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 LAt Wi
85.0 14.50 15.00
m/z 43.00 58.99%
29.0 127.0
0 \H‘\‘MM“‘M\‘ “\‘i‘l\“l‘\\}““\\”\‘\“\\\‘%ﬁ?“?}ﬁ?\‘?‘\\H‘\H\‘H\\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
— —
14.50 15.00
5000 m/z 41.05 38.64%
85.0
113.0 169.0
29.0
bbb e A 2420|1970 o
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90203: Dodecane, 2,6,11-trimethyl- —— ——
57.0 14.50 15.00
m/z 85.10 36.50%
5000 85.0
29.0 113.0
oot b L [ a410001070 WAL S
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.844 1.51 ug/L 117495 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 4293 (14.844 min): VV025389.D\data.ms (-4284) (- m/z 57.10 100.00%
57.1

%

5000 85.1
14.50 15.00
112.1 1400 198.3
Obrrrprrrrhe MO0 1651 TR w/z 43.16 76.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 - —
14.50 15.00
29.0 m/z 71.10 65.65%
0 \‘ I 1130 1410 1690 198.0
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— s
14.50 15.00
5000 m/z 41.05 42.99%
85.0
29.0
oLl L1130 sa0 90 1980
,, Pl b T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane “ ——
57.0 14.50 15.00
m/z 85.10 41.91%
5000 85.0
29.0
b e b g0 1430 1600 1980 LS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40722\
Data File : VV025389.D

Acqg On : @7 Apr 2022 16:52
Operator : SY/MD

Sample : N2291-01DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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... 13.040 0.5 ug/L 39370 3 11.249 388573 5.0
Sulfurous acid,... 13.638 0.6 ug/L 44241 3 11.249 388573 5.0
(DEL) Alkane: S... 13.898 1.4 ug/L 104581 3 11.249 388573 5.0
(DEL) Alkane: S... 14.651 0.5 ug/L 39285 3 11.249 388573 5.0
(DEL) Alkane: S... 14.844 1.5 ug/L 117495 3 11.249 388573 5.0
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