LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N4404-13

Misc : 25.0mL/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\SFAMVTRO90622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27751.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 75 83 98 rBV2 75772 89222 15.94% 1.332%
2 1.568 156 164 177 rBV 68030 81532 14.57% 1.217%
3 1.802 231 237 247 rVB4 5527 7062 1.26% 0.105%
4 2.105 320 331 342 rBV 147889 214079 38.25%  3.196%
5 3.908 878 892 924 rBV4 64050 209797 37.48%  3.132%
6 4.346 1012 1028 1057 rBV 107982 296319 52.94% 4.424%
7 5.043 1229 1245 1278 rBV3 190892 503014 89.87% 7.509%
8 5.616 1411 1423 1445 rBV 158743 332094 59.34%  4.958%
9 5.915 1506 1516 1533 rBvVv7 13976 31420 5.61% 0.469%
10 6.066 1549 1563 1585 rBV 113102 236994 42.34%  3.538%
11 6.985 1839 1849 1870 rBV 45876 89714 16.03% 1.339%
12 7.313 1940 1951 1969 rBV 208731 374727 66.95% 5.594%
13 7.397 1970 1977 1986 rVB2 7548 13011 2.32% 0.194%
14 7.625 2038 2048 2066 rBV2 26564 51542 9.21% 0.769%
15 7.973 2143 2156 2179 rVB 296614 495975 88.62% 7.404%
16 8.091 2183 2193 2212 rBV 145253 362394 64.75% 5.410%
17  8.185 2212 2222 2239 rVB 214902 385881 68.95% 5.761%
18 8.317 2250 2263 2291 rVB 219622 411192 73.47% 6.138%
19 8.850 2418 2429 2447 rBV 265750 443316 79.21% 6.618%
20 9.014 2471 2480 2490 rBv2 6213 9989 1.78% 0.149%
21  9.140 2503 2519 2541 rBV 345411 559689 100.00%  8.355%
22 9.262 2548 2557 2572 rVB4 11967 20812 3.72% 0.311%
23 9.545 2634 2645 2653 rBv4 3840 6678 1.19% 0.100%
24 10.214 2840 2853 2867 rBV 81805 131864 23.56% 1.968%
25 10.294 2871 2878 2888 rVB6 7548 11814 2.11% 0.176%
26 10.452 2913 2927 2939 rBV5 4470 7895 1.41% 0.118%
27 10.542 2942 2955 2964 rBV1e 2943 5757 1.03% ©0.086%
28 10.718 3001 3010 3026 rBV3 8916 15105 2.70% 0.225%
29 10.818 3031 3041 3051 rBV4 16306 26184 4.68% 0.391%
30 10.915 3062 3071 3084 rBvV2 6945 11065 1.98% 0.165%
31 11.246 3164 3174 3182 rBV 255794 409194 73.11% 6.109%
32 11.329 3198 3200 3214 rVB6 4969 7778 1.39% 0.116%
33 11.532 3250 3263 3276 rBV3 14222 26370 4.71%  0.394%
34 11.622 3280 3291 3309 rVB 219775 354019 63.25% 5.285%
35 11.921 3373 3384 3395 rBV6 4130 8534 1.52% 0.127%
36 12.345 3508 3516 3525 rBV5 5978 8652 1.55% 0.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/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\SFAMVTRO90622WMA .M
Title : TRACE VOA SFAM1.0

37 12.580 3574 3589 3606 rBV2 125780 273813 48.92% 4.088%
38 12.995 3706 3718 3732 rBV2 61452 111308 19.89% 1.662%
39 15.914 4605 4626 4627 rBVS 26002 62916 11.24% 0©.939%

Sum of corrected areas: 6698721

SFAMVTRO90622WMA.M Thu Sep 08 16:01:54 2022 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV027751.D\data.ms

300000
250000

200000 5.043
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Abundance TIC: VV027751.D\data.ms

9.140

300000 7.973
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250000
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Abundance TIC: VV027751.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.185 4.35 ug/L 385881 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 94
2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 93
3 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 93
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 91
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H1l6 019781-47-6 86

Abundance Scan 2222 (8.185 min): VV027751.D\data.ms (-2212) (-)| | m/z 109.10 100.00%

109.1
67.0
5000 82.0
410 124.1

H | 7.80 8.00 8.20 8.40 8.60
H‘HH‘HH‘Hm;muﬂMH‘JﬂMthmujmh‘uhluu‘hm‘u m/z 67.60  70.49%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl-
67.0 109.0
5000 82.0 L L NEERER
41.0 124.0 7.80 8.00 8.20 8.40 8.60

m/z 82.05 44.09%

o

O H‘H\\‘H\\‘H\\“\‘H\i‘\‘\‘\\‘\HH‘\H‘\M\‘H\“\H\‘HH}HH‘HH‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-

67.0
‘HHWHWHWHW
109.0 7.80 8.00 8.20 8.40 8.60
81.0 m/z 81.05 34.44%
5000 410
95.0
27.0 124.0

0 S 7 ]

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12204: Cyclohexene, 3,3,5-trimethyl- R R R
109.0 7.80 8.00 8.20 8.40 8.60
m/z 124.10  31.12%

67.0
5000 410 82.0
124.0

0 ““ ARSI\ N -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 Cyclohexene, 1,6,6-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.317 4.64 ug/L 411192  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6,6-trimethyl- 124 C9H1e6 069745-49-9 95
2 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 94
3 3,4,4-Trimethylcyclohexene 124 C9H16 1000113-50-1 93
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H1e6 000933-12-0 80
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 58
Abundance Scan 2263 (8.317 min): VV027751.D\data.ms (-2250) (-) m/z 68.10 100.00%
68.1
109.1
5000
41.1 124.1 N
911 AREEEEREEE
‘ ‘ ‘ ‘ ‘ H ‘ 8.00 8.20 8.40 8.60
0ottt bl L L myz 109,10 63.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12198: Cyclohexene, 1,6,6-trimethyl-
68.0
5000 1090 LI L I L L B R R B
8.00 8.20 8.40 8.60
41.0 124.0 m/z 67.85  60.89%
27.0 H | SP.O
O H‘\H\‘H\‘“‘HHH‘\H“H‘H‘\H ‘i\\\‘}‘“‘\\\“\‘\‘\\‘HH“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12210: Cyclohexene, 3,5,5-trimethyl-
68.0
 aEmEEEEEEESSEER
8.00 8.20 8.40 8.60
5000 109.0 m/z 41.10 24.90%
41.0 124.0
27.0 ‘ 82.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12182: 3,4,4-Trimethylcyclohexene e ARRARRRREs
68.0 8.00 8.20 8.40 8.60
m/z 124.10 24.71%
5000 109.0
270 41.0 124.0
o‘wu‘wuﬂmu‘kw‘wmkwu‘Muﬂhﬁ‘wmhwu‘qu‘wu‘wu SSRGS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16

Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, 1,2-dichloro-3-met... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.580 3.35 ug/L 273813 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
3 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
4 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 96
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 96

Abundance Scan 3589 (12.580 min): VV027751.D\data.ms (-3574) (- m/z 125.00 100.00%
125.0
5000 160.0
89.0
63.0 WJ e \
44.0
A o ,‘M il 4068yl m/z 160.00  45.85%
m/z--> 20 80 100 120 140 160
Abundance #36605. Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 R i /\
89.0 12.50 ;
63.0 m/z 89.00 34.39
44.0
o260 0 | | 1070 |
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36615: Benzene, 1,3-dichloro-2-methyl-
125.0 /\
coh e
12.50
5000 160.0 m/z 127.10 30.73%
89.0
44,0 63.0
ol 280wl H bogoro
m/iz--> 20 40 80 100 120 140 160
Abundance #36608: Benzene, 1,4-dichloro-2-methyl- — ,
125.0 12.50
160.0 m/z 162.00 28.45%
5000
89.0
63.0
o200 070 |
e ,,w,,,,,,,u,,,,,, m b e
m/z--> 20 40 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 Benzene, 1,2-dichloro-4-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.995 1.36 ug/L 111308 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 98
2 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
3 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
4 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 96
5 Benzene, 1-chloro-3-(chloromethyl)- 160 C7H6C12 000620-20-2 95
Abundance Scan 3718 (12.995 min): VV027751.D\data.ms (-3706) (- m/z 125.00 100.00%
125.0
5000
160.0
63.0 89.0
a0 |7 ‘ 13.00
o SR PP L2 T m/z 160.00  35.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36613: Benzene, 1,2-dichloro-4-methyl-
125.0
5000 13/\00
160.0 .
89.0 m/z 127.00  31.48%
390 63.0 ‘
0 \\\‘\\\\““‘\h\\“H\\\\‘\\‘\\p‘_\o?\()\“\‘\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36617: Benzene, 1,2-dichloro-4-methyl-
125.0
160.0 13 OO
5000 m/z 162.00 23.46%
63.0 89.0
L
omeﬁw«w ok OO
m/iz--> 20 40 100 120 140 160
Abundance #36604: Benzene, 1,2-dichloro-4-methyl-
125.0 13 00
m/z 89.00 23.15%
5000 160.0
390 63.0 89.0
oliso 0. T 010
m/z--> 20 40 60 80 100 120 140 160 13 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.914 0.77 ug/L 62916 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 4626 (15.914 min): VV027751.D\data.ms (-4605) (- m/z 73.00 100.00%

73.0
43.1
5000 129.0
256.3

1185.3213.3
1571 16 00
0 X

m/z 60.10 87.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
s nff

5000 T
213.0 1600
‘ 157 0185.0 m/z 57.10 68.80%
O’V
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
[T T —
1600
5000 256.0 ITI z 43.10 68.05%
129.0
213.0
LEALES | e
0‘,‘!‘”‘11‘”‘“”‘W | “‘H‘U‘l_”“w%‘WH_‘H‘HWH‘H"Wm“mwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143507: n-Hexadecanoic acid "WMAMANﬁ
43.0 73.0 1600
m/z 129.00 49.04%
5000
129.0 2150 256.0
‘ ‘H M il u\“ I ML ‘ 157. 0\1850 l‘ [ |
O bt B bl bl bbb e et b .

m/z--> 20 40 60 80 100120140160180200220240260280
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027751.D

Acqg On : 06 Sep 2022 19:16
Operator : SY/MD

Sample : N44e4-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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|
Cyclohexene, 3,... 8.185 4.3 ug/L 385881 2 8.850 443316 5.0
Cyclohexene, 1,... 8.317 4.6 ug/L 411192 2 8.850 443316 5.0
Benzene, 1,2-di... 12.580 3.4 ug/L 273813 3 11.249 409194 5.0
Benzene, 1,2-di... 12.995 1.4 ug/L 111308 3 11.249 409194 5.0
n-Hexadecanoic ... 15.914 0.8 ug/L 62916 3 11.249 409194 5.0
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