LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N4400-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO81922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27594.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 14 20 35 rVB 20311 33252 6.85% 0.643%
2 1.304 74 82 101 rVB 72250 85998 17.71% 1.662%
3 1.565 155 163 174 rBV 64283 76417 15.74% 1.477%
4 2.105 321 331 344 rvB 131913 192961 39.74%  3.728%
5 2.192 352 358 376 rvB6 6798 16437 3.38% 0.318%
6 3.761 832 846 860 rBV6 4969 11893 2.45% 0.230%
7 3.905 880 891 912 rBV3 35175 122955 25.32%  2.376%
8 4.346 1008 1028 1049 rBvV2 117240 310729 63.99% 6.004%
9 5.044 1231 1245 1262 rBV3 194535 485586 100.00% 9.383%
106 5.616 1411 1423 1442 rBV 158870 339185 69.85% 6.554%
11  5.925 1507 1519 1522 rBV9 7535 13146 2.71% 0.254%
12 6.069 1549 1564 1595 rBV 118830 267873 55.16% 5.176%
13 6.989 1840 1850 1862 rBvV2 37970 72954 15.02% 1.410%
14  7.314 1941 1951 1969 rBV 189223 350398 72.16% 6.771%
15 7.629 2040 2049 2063 rBvV2 20717 40187 8.28% ©0.777%
16 8.092 2182 2193 2212 rBV 161967 380761 78.41% 7.357%
17  8.185 2213 2222 2236 rVV 157542 300786 61.94% 5.812%
18 8.252 2238 2243 2251 rVV8 10810 21843 4.50% 0.422%
19 8.317 2252 2263 2289 rVB 159614 311542 64.16% 6.020%
20 8.850 2417 2429 2450 rBV 263135 454245 93.55% 8.777%
21 9.018 2472 2481 2489 rBV9 4348 7960 1.64% 0.154%
22 9.140 2507 2519 2536 rBV 62686 106792 21.99% 2.063%
23 9.262 2547 2557 2569 rVB4 13047 24170 4.98% 0.467%
24  9.551 2636 2647 2655 rBV7 5265 8530 1.76% ©.165%
25 9.706 2687 2695 2700 rBV7 3282 4976 1.02% 0.096%
26 10.217 2843 2854 2868 rBV 83075 136688 28.15% 2.641%
27 10.455 2919 2928 2939 rVB7 4505 8136 1.68% 0.157%
28 10.722 3003 3011 3026 rVB2 8956 13645 2.81% 0.264%
29 11.249 3163 3175 3183 rBV 226329 375174 77.26% 7.249%
30 11.419 3219 3228 3241 rVB 4327 9224 1.90% 0.178%

31 11.529 3252 3262 3281 rBV2 86343 165664 34.12%

3.
32 11.622 3281 3291 3305 rVB 204018 326220 67.18% 6.303%
33 12.349 3509 3517 3529 rVB7 6606 10599 2.18% 0.205%
34 12.580 3577 3589 3606 rVB4 27277 62324 12.83% 1.204%
35 12.998 3711 3719 3729 rBV5 8493 14138 2.91% 0.273%
36 13.442 3850 3857 3869 rVB5 3060 5888 1.21% 0.114%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N4400-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO81922WMA .M

Title : TRACE VOA SFAM1.0

37 15.078 4359 4366 4374 rBV7 4377 6034 1.24% 0.117%
Sum of corrected areas: 5175310
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83022\

: VWe27594.D

: 30 Aug 2022 18:30

: SY/MD

: N4400-19

: 25.0mL/MSVOA_V/WATER

: 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV027594.D\data.ms
250000
200000 5.044
5.616
150000 2.105
4.346 6.069
100000
1.304 1565
50000 3.905
105
192 3@\ 5.92
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV027594.D\data.ms
250000 8.350
11.249
11.622
200000 7.314
8.00285317
150000
100000 10.217 11.5J
9.140
50000 6.989
7.629
9.262
J 2 J 9.018 ")~ 9.554.706 10.455% J 1.41
0 = e == T B e e e e e e L e ey L e e e e B e B s ==
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV027594.D\data.ms
250000
200000
150000
100000
50000
12.580
12.349 12.998 13.442 15.078
0 T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 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_V\Data\VVve83022\
Data File : VV@27594.D

Acqg On : 30 Aug 2022 18:30

Operator : SY/MD

Sample : N44e0-19

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.185 3.31 ug/L 300786 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 95
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 89
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 87
4 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 87
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 86
Abundance Scan 2222 (8.185 min): VV027594.D\data.ms (-2213) (-) m/z 109.10 100.00%
109.1
67.1
5000 82.0
41.0 1241
REaa R
‘ H H H ‘ 7.80 8.00 8.20 8.40 8.60
0"_H‘_H‘MH\UM‘Wlmw‘uw‘uyhuwhhwﬂ‘_‘Huwu‘u m/z 67.10 78.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl-
67.0 109.0
5000 820 BEEEEEEERE AR R
2410 124.0 7.80 8.00 8.20 8.40 8.60
' m/z 82.05 44.94%
27.0 ‘
O H‘HH‘HH‘HH“\‘\Hi‘\‘\‘\\‘\\\“‘\H‘\M\‘H\“HH‘HH}HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
R R e o
67.0 7.80 8.00 8.20 8.40 8.60
5000 41.0 82.0 m/z 81.10  34.81%
124.0
0 S 1 -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans- R AR AR
67.0 7.80 8.00 8.20 8.40 8.60
m/z 95.10  33.23%
109.0
5000 81.0
41.0 95.0
27.0 H ‘ 124.0
0 ‘wH‘wH“Uw‘Uw‘“HWH‘;‘H“HHwwm}mw!”w RS A
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\VVv083022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N44e0-19

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 3 Cyclohexene, 1,6,6-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.317 3.43 ug/L 311542  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclohexene, 1,6,6-trimethyl- 124 C9H1e6 069745-49-9 94
»4,4-Trimethylcyclohexene 124 C9H16 1000113-50-1 90
yclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 76
,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 53
yclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 52

uih wNnPE
o0 wN

Abundance Scan 2263 (8.317 min): VV027594.D\data.ms (-2252) (-) m/z 68.10 100.00%
68.1
109.1
5000
41.0
910 124.1 AR SEEEEEEE—
‘ ‘ ‘ ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
oH_m_m‘w_wh‘lw‘: 1 AR N N m/z 109.05  59.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12198: Cyclohexene, 1,6,6-trimethyl-
68.0
5000 109-0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
41.0 124.0 m/z 67.85 57.13%
27.0 H | SP.O
0 \\‘\H\‘\\\‘“‘\H\H‘\H“\\‘\\‘\\\ ‘i\\\w“‘\\\“\‘\‘\\‘\\\\“\H\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12182: 3,4,4-Trimethylcyclohexene
68.0
R N !
8.00 8.20 8.40 8.60
5000 109.0 m/z 41.08  26.20%
41.0
124.0
27.0 H aﬁ.o
0 ‘w‘H‘_H‘MWMMHMW‘ O 1 R T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12210: Cyclohexene, 3,5,5-trimethyl- R RRaEa e SRR E R
68.0 8.00 8.20 8.40 8.60
m/z 124.10 20.77%
5000 109.0
41.0 124.0
27.0 ‘ - 820
o‘ww_HMw“w‘u‘“lww el e el e NS I E
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\VVv083022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N44e0-19

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.529 2.21 ug/L 165664 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 3262 (11.529 min): VV027594.D\data.ms (-3252) (- m/z 57.10 100.00%
57.1
5000 ]k
70.1 83.1 Py ‘
\ L e n
0‘w‘H‘_‘H‘H‘W‘HW‘HJM‘Nph‘w‘uw‘u‘w‘u‘uu,u“ m/z 40.95 41.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 JLM‘ : ‘
11.50
70.0 83.0 m/z 43.00  32.33%
M\ |50 10
0\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\\H’\l\\‘\\\\’\\\\“W\H’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
M’T”/\\\ — ‘
11.50
m/z 55.00 32.16%
5000 41.0 /
27.0 70.0 83.0
(T e
o‘wHH_ww_wmww‘HH,‘ww,w_m,w
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 J\
Abundance #15695: 1-Hexanol, 2-ethyl- e oegt
57.0 11.50
m/z 56.10 25.10%
5000
43.0
29.0 70.0 83.0
98.0
015'0,,1120, A b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N44e0-19

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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-3-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.580 0.83 ug/L 62324 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 97
2 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 97
3 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
4 Benzene, 1-chloro-4-(chloromethyl)- 160 C7H6C12 000104-83-6 96
5 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 96
Abundance Scan 3589 (12.580 min): VV027594.D\data.ms (-3577) (- m/z 125.00 100.00%
125.0
5000
89.0 160.0 j\
63.0 — .
44.0 H 12.50
Y S| ¢ 1 0 S T | RN | AV m/z 160.00  42.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
160.0 /\
5000 ‘12\50‘ T
89.0 .
63.0 m/z 89.00  35.53%
44.0 H
O \\\‘\.\\\H““\H\\“ \\\‘\m\‘\\’]‘_\o\\()\“ }\\‘\\\\
m/z--> 20 100 120 140 160
Abundance #36611. Benzene, 2,4-dichloro-1-methyl-
125.0 j\
b 4
12.50
5000 m/z 162.00 29.49%
89.0 160.0
63.0
39.0 ‘
0 m\ e 070
miz--> 20 100 120 140 160 A
Abundance #36608: Benzene, 1,4-dichloro-2-methyl- — ‘
125.0 12.50
160.0 m/z 127.10 29.07%
5000
89.0
63.0
o200 070 |
“““‘ b e
m/z--> 20 40 80 100 120 140 160 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083022\
Data File : VV027594.D

Acqg On : 30 Aug 2022 18:30
Operator : SY/MD

Sample : N4400-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.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 3.3 ug/L 300786 2 8.850 454245 5.0
Cyclohexene, 1,... 8.317 3.4 ug/L 311542 2 8.850 454245 5.0
1-Hexanol, 2-et... 11.529 2.2 ug/L 165664 3 11.249 375174 5.0
Benzene, 1,2-di... 12.580 0.8 ug/L 62324 3 11.249 375174 5.0
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