LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\

Data File : VV025388.D

Acqg On : 07 Apr 2022 16:28

Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 15 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@25388.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max total
1  1.307 76 83 94 rVB 126973 130565 20.28% 2.053%
2 1.571 157 165 175 rBV 114063 128513 19.97% 2.021%
3 2.111 322 333 350 rBV 231272 333646 51.84% 5.246%
4 2.510 447 457 471 rVB2 16636 28205 4.38% 0.443%
5 3.892 877 887 920 rBV 53235 167416 26.01% 2.632%
6 4.352 1011 1030 1052 rBV2 110104 278597 43.28% 4.380%
7 5.050 1231 1247 1277 rBV2 254991 643660 100.00% 10.120%
8 5.619 1411 1424 1450 rBV 183430 380732 59.15% 5.986%
9 5.915 1506 1516 1526 rBvVS8 4663 9716 1.51% 0.153%
10 6.069 1551 1564 1588 rBV 141009 292381 45.42% 4.597%
11 6.989 1839 1850 1868 rBV 64686 122017 18.96%  1.918%
12 7.317 1940 1952 1972 rBV 324243 569257 88.44% 8.950%
13 7.397 1974 1977 1998 rVB4 6630 13144 2.04% 0.207%
14  7.625 2036 2048 2073 rBV 35631 67699 10.52% 1.064%
15 8.088 2181 2192 2228 rBV 219035 435582 67.67% 6.849%
16 8.850 2418 2429 2454 rBV 277840 464060 72.10% 7.296%
17 10.127 2818 2826 2838 rVB4 4708 7708 1.20% ©0.121%
18 10.214 2841 2853 2867 rBV 88877 139868 21.73% 2.199%
19 10.381 2897 2905 2916 rVB2 6084 9250 1.44% 0.145%
20 10.915 3060 3071 3081 rVB4 8837 14010 2.18% 0.220%
21 11.143 3129 3142 3151 rBV3 10006 16410 2.55% 0.258%
22 11.249 3164 3175 3193 rBV 269872 426793 66.31% 6.710%
23 11.387 3208 3218 3224 rVV3 7289 11643 1.81% 0.183%
24 11.426 3224 3230 3240 rVB3 8093 12244 1.90% 0.193%
25 11.535 3256 3264 3272 rBV4 5884 10306 1.60% 0.162%
26 11.622 3280 3291 3316 rVB 288512 465151 72.27% 7.314%
27 12.249 3478 3486 3497 rVB 6470 11145 1.73% 0.175%
28 12.648 3602 3610 3619 rVBS8 5787 10166 1.58% ©0.160%
29 12.799 3646 3657 3666 rBV1e 3492 7525 1.17% 0.118%
30 12.886 3671 3684 3699 rBV5 39591 77040 11.97% 1.211%
31 13.037 3720 3731 3749 rBV5 33145 79902 12.41%  1.256%
32 13.265 3795 3802 3814 rVWV5 10832 19531 3.03% 0.307%
33 13.329 3814 3822 3828 rBVi1e 5003 8798 1.37% 0.138%
34 13.432 3847 3854 3861 rBV8 9828 21088 3.28% 0.332%
35 13.477 3863 3868 3874 rVV5 14798 19678 3.06% 0.309%
36 13.538 3882 3887 3907 rVB8 28050 53394 8.30% 0.840%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025388.D

Acqg On : 07 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 15 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 13.638 3907 3918 3926 rBV3 43933 89628 13.92% 1.409%
38 13.898 3990 3999 4013 rBV 134184 222561 34.58% 3.499%
39 14.088 4051 4058 4068 rBV6 27785 44559 6.92% 0.701%
40 14.368 4139 4145 4156 rBV6 22500 40930 6.36% 0.644%
41 14.506 4183 4188 4199 rVB5 45038 66892 10.39% 1.052%
42 14.651 4225 4233 4242 rBV 50528 71202 11.06% 1.120%
43 14.844 4284 4293 4301 rBV 155098 217260 33.75% 3.416%
44 14.892 4303 4308 4316 rvv4 17823 25712 3.99% 0.404%
45 15.416 4464 4471 4478 rBV3 31230 43490 6.76% ©.684%
46 15.731 4561 4569 4577 rBV 37427 51078 7.94% 0.803%
Sum of corrected areas: 6360152
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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\

: VVe25388.D

: @7 Apr 2022 16:28

: SY/MD

¢ N2262-21

: 25mL/MSVOA_V/WATER

: 15  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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.886 0.90 ug/L 77040 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 94
3 Nonadecane 268 C19H40 000629-92-5 72
4 Undecane 156 C11H24 001120-21-4 72
5 Dodecane 170 C12H26 000112-40-3 68

Abundance Scan 3684 (12.886 min): VV025388.D\data.ms (-3671) (-  m/z 57.05 100.00%
57.0

5000

85.1 mgxﬁwa
e
113.0 151.2 12.50 13.00
0 m/z 43.05 75.51%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #45478: Dodecane
57.0
5000 R ——
85.0 12.50 13.00

m/z 71.10 57.55%

29.0
0L || 118014101700
H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #45480: Dodecane
57.0
A

o

el e
12.50 13.00
5000 m/z 41.00 52.35%
85.0
290 170.0
113.0 .
I I A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane . —
57.0 12.50 13.00
m/z 55.00 39.50%
85.0
5000
29.0
NI B o L T e
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.037 0.94 ug/L 79902  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 50
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 47
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 43
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 43
5 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 38
Abundance Scan 3731 (13.037 min): VV025388.D\data.ms (-3720) (-  m/z 57.10 100.00%
57.1
5000
e e
810 1132 1511 13.00
0 ‘H;“”‘“c“m‘w“‘““‘1”“” m/z 43.10  44.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 —— :
13.00
m/z 71.10 41.84%
29-0‘ 98.0
O\\\\‘\‘\‘\\“‘\\\‘!“\\“\?iq\\\“‘\\“\‘\\\]-\4.‘1\.\0\\‘]_\6\9\.\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22081: Nonane, 3-methyl-
57.0
Mo ol ‘
13.00
5000 m/z 41.00 35.33%
29.0
S 0 0 . s 7Y S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22080: Nonane, 3-methyl- T
57.0 13.00
m/z 54.95 26.16%
5000 29.0 thwvﬁJ\AJ\vxﬂﬂmu/ﬂv
113.0
obr ol M U8R w20 -
m/z--> 20 40 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 : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.538 0.63 ug/L 53394 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 50
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 49
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 47
5 2-Methyltetracosane 352 C25H52 001560-78-7 43

Abundance Scan 3887 (13.538 min): VV025388.D\data.ms (-3882) (-  m/z 43.05 100.00%
3.0

5000 85.1
137.1
T \
H 167.1 »07.0 13.50
O e m/z 57.08  98.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107221: Tridecane, 7-propyl-
43.0
71.0
5000 ——
13.50
140.0 m/z 41.00 64.11%
99.0 183.0
OH\‘\‘\H“‘}\\H!“\‘\H}\‘W‘H\h“\\w\‘\‘\H“HH‘HH‘HHH‘HH‘H?\‘H\\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59048: Dodecane, 2-methyl-
57.0
T 7 \
85.0 13.50
5000 ITI/Z 85.10 50.13%
29.0 141.0
| ‘ | juso ‘ 169.0
o 0 N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #157264: Decane, 1-iodo- T ‘
57.0 13.50
m/z 71.10 45.08%
85.0
5000
29.0
155.0
0 ‘\‘ M\ h‘\ /- ‘ 127'0\ ‘ 183.0 268.(
e e e e T e e L
m/z--> 20 40 60 80 100120140160 180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 4
R.T. EstConc Area Relative to ISTD R.T.

13.638 1.05 ug/L 89628 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 91
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 80
3 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 80
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 80
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 80

Abundance Scan 3918 (13.638 min): VV025388.D\data.ms (-3907) (- m/z 57.10 100.00%
57.1

w MAJL
113.1 T T
85.1
13.50 14.00
137.1 166.0
Y u“:M!“‘”\"H‘_H‘_‘H_mwl??‘s‘ m/z 71.10 87.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 T M
112.0 13.50 14.00
' m/z 43.10  61.03%
5.0
O ‘\\\\’\\\H‘\\‘M\“U\\\‘\\\‘\‘\]-\3\3\‘0\]\-5\5\‘0\\\]\.8‘3\\0\\’\\
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #271596. Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
T —
13.50 14.00
5000 ITI/Z 41.00 36.86%
113.0
29.0 B2.0 169.0
0 _u“‘,m‘l‘_“H"M“m“HlWm_m_‘m_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #295472: Sulfurous acid, 2-ethylhexyl tetradecyl ester e ——
57.0 13.50 14.00
m/z 56.05 22.64%
5000
85.0 113.0
29.0 ’
o 20 Ll | aeo smo 1970 AN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.61 ug/L 222561 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 3999 (13.898 min): VV025388.D\data.ms (-3990) (-  m/z 57.05 100.00%
57.0
‘ 13.50 14.00
112.2 184.2 ’ ’
oHWH‘H‘mu‘_“‘:W‘Jm‘_‘H_‘1“""1”1”,””‘www”w m/z 43.10 72.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane
57.0
5000 85.0 T T T
13.50 14.00
29.0 m/z 71.10 61.73%
\‘\ H \‘ | \1120 141.0 1860
O\\\‘\\\\‘}\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
— T
13.50 14.00
5000 m/z 41.10 43.78%
29.0 85.0
0 \“ L “ 113.0141.0  184.0
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester — —
57.0 13.50 14.00
m/z 85.05 42.23%
5000 85.0
N ‘ 1M 00 16801960 241
e e A e e e e e P .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 7 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.088 0.52 ug/L 44559 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 35
2 Decane, 3-methyl- 156 C11H24 013151-34-3 22
3 Heptacosane 380 C27H56 000593-49-7 22
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 22
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 14

Abundance Scan 4058 (14.088 min): VV025388.D\data.ms (-4051) (-  m/z 57.05 100.00%

57.0
5000
97.1
151.1 T 1
§TYIPINCE
ol by fFT . m/z 55.10  59.69%
miz--> 50 100 150 200 250 300 350
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
5000 ——
14.00
T70 m/z 71.05 45.26%
0 \“\ \ ‘ ““ \H\‘M‘ \H I ??\178\3\0‘ T \Z?Tg ‘()\ \2\9\]_‘0\ L ‘ T 1T
m/z--> 0 100 150 200 250 300 350
Abundance #33092: Decane, 3-methyl-
57.0
N \
14.00
5000 ITI/Z 43.10 41.81%
127.0
I R —
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 14.00
m/z 95.10 41.09%
0 ‘\L | F ‘%410183022502670 3230 380.(
““‘ R e e e A ——
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 8 (DEL) Alkane: Cyclic14.506 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.506 0.78 ug/L 66892 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 49
2 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Heptylcyclohexane 182 C13H26 005617-41-4 43

5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 43

Abundance Scan 4188 (14.506 mln) VV025388.D\data.ms (-4183) (- m/z 83.10 100.00%

5000
I I
137.3 182.2
e ] 14.50
0 A m/z 82.10 88.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56964: Heptylcyclohexane
83.0
55.0
5000 L I
14.50
m/z 57.05 85.25%
|| 111.0 182.0
O\\\‘\\\\‘\\\“\“\\“\\“‘!\\wh‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55009: Cyclohexane, 1,1'-methylenebis-
550 830
T I
14.50
5000 ITI/Z 43.10 83.23%
‘ 180.0
290 ‘1090
P O O . 1 N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13259: Cyclohexane, (1-methylethyl)- —
82.0
550 2 14.50
m/z 41.05 58.44%
5000
27.0 126.0
ol L W g L) a0s0 | -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.651 0.83 ug/L 71202  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 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
3 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 70

Abundance Scan 4233 (14.651 min): VV025388.D\data.ms (-4225) (- m/z 57.10 100.00%

57.1
5000
97.2 LAt s
‘ ‘ 127.2 183.3 14.50 15.00
oY 5 i m/z 71.85 94.93%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 s s
14.50 15.00
m/z 43.10 50.26%
97.0 127.0
27,0
0~ M‘\‘ H“H\ ““ \“‘\‘M’ \H\“\ L \18\‘3\0‘ LB B B B
miz--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
— —
14.50 15.00
5000 m/Z 85.05 42 .54%
99.0 155.0
o A PR oo oo
miz--> 50 100 150 200 250
Abundance #206618: Sulfurous acid, pentyl undecyl ester — T
71.0 14.50 15.00
m/z 41.00 39.86%
5000
41,0
155.0
ol 1s0 180 soro M
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.844 2.55 ug/L 217260 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 90
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 4293 (14.844 min): VV025388.D\data.ms (-4284) (- m/z 57.05 100.00%
57.0
- il M\J/\M
s 1900
112.1 9412 198.2 : !
0 H“H“_“M‘ww"HWL“w‘uu“w‘%ﬁgs_“w““ m/z 43.10  71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 - o
85.0 14.50 15.00
290 m/z 71.10 67.29%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
— N
14.50 15.00
5000 85.0 m/z 85.10 44.38%
29.0
H“H“_“w“u“H‘_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane - a—
57.0 14.50 15.00
m/z 41.05 42.84%
5000 85.0
29.0
0 \‘ || 30,1410 1690 198.0
‘H‘H“_‘H“m‘mu‘W‘H“H‘wuu“u‘W“u‘u“ P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.416 0.51 ug/L 43490 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 90
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 90
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 4471 (15.416 min): VV025388.D\data.ms (-4464) (- m/z 57.10 100.00%
57.1

- MJLUJ\A
—
99.2
UL o s
O e e i B e R T R m/z 71.05  92.98%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
15.50
m/z 43.05 85.64%
97.0 127.0
20 L4 L 183.0
O\\\‘\“M\“‘\“\H‘\\‘\\‘\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
—
15.50
5000 ITI/Z 85.05 52.45%
1.0
i \‘\ \‘\\ |, 1230 1750 288.(
ol B L P o
m/z--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane —
57.0 15.50
m/z 41.00 39.72%
5000
‘ ‘ 113.0
ol 2ol b ) 180 260 —
miz--> 50 100 150 200 250 15.50

SFAMVTRO32622WMA.M Fri Apr 08 14:26:37 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025388.D

Acqg On : @7 Apr 2022 16:28
Operator : SY/MD

Sample : N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS vial : 15 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.731 0.60 ug/L 51078 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 95
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 4569 (15.731 min): VV025388.D\data.ms (-4561) (-  m/z 57.10 100.00%
57.1

— 7
\‘ hh\ H\ ‘\\93 1\” M 4\1 1 212.3 281. 1550 16.00 %
O rrrprrr et il bt m/z 71.10 66.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
5000 — RO
15.50 16.00
m/z 43.10 66.63%
990
O 27'0’ ‘ \‘\1\%“]\_\\0\‘\\]\-\8’\3\9‘2\]\-% ‘OH H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane
57.0
— ]
15.50 16.00
5000 m/z 85.10 43.40%
99.0
0 27“‘0\‘\ H\ H\ i i \14\1 0 182 0212 0
et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane T i g
57.0 15.50 16.00
m/z 41.10 36.60%
- M\M
99.0
0 27‘ “\ L \\‘ | \141 0 19\8 0
HWHH‘HHMH‘_HWHH‘HHMH‘_HWH‘WHHM‘HMHW‘HWH — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40722\
Data File : VV025388.D

Acqg On : 07 Apr 2022 16:28
Operator : SY/MD

Sample ¢ N2262-21

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 15 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 12.886 0.9 ug/L 77040 3 11.249 426793 5.0
(DEL) Alkane: S... 13.037 0.9 ug/L 79902 3 11.249 426793 5.0
(DEL) Alkane: S... 13.538 0.6 ug/L 53394 3 11.249 426793 5.0
(DEL) Alkane: S 13.638 1.1 ug/L 89628 3 11.249 426793 5.0
(DEL) Alkane: S... 13.898 2.6 ug/L 222561 3 11.249 426793 5.0
unknown-01 14.088 0.5 ug/L 44559 3 11.249 426793 5.0
(DEL) Alkane: C 14.506 0.8 ug/L 66892 3 11.249 426793 5.0
(DEL) Alkane: S... 14.651 0.8 ug/L 71202 3 11.249 426793 5.0
(DEL) Alkane: S... 14.844 2.5 ug/L 217260 3 11.249 426793 5.0
(DEL) Alkane: S 15.416 0.5 ug/L 43490 3 11.249 426793 5.0
(DEL) Alkane: S 15.731 0.6 ug/L 51078 3 11.249 426793 5.0
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