LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41124\
Data File : VN@81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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 N\methods\624N041024W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VNe81701.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.148 29 33 39 rvB2 17497 30794 3.50% 0.459%
2 2.295 53 58 68 rvB3 9293 21894 2.49% 0.327%
3 2.489 83 91 99 rVB3 28444 59570 6.78% ©0.889%
4 2.813 140 146 153 rBV 28901 58835 6.70% 0.878%
5 3.448 247 254 260 rBv4 5485 12871 1.46% 0.192%
6 3.960 332 341 355 rBV3 29324 78045 8.88% 1.164%
7 4.442 414 423 436 rVB3 14630 41759 4.75% 0.623%
8 5.512 592 605 618 rBv4 58839 212479 24.18% 3.170%
9 7.430 920 931 948 rBV2 147702 423694 48.22% 6.321%
106 7.836 987 1000 1015 rBV3 241935 738685 84.07% 11.021%
11  8.577 1116 1126 1138 rBvV2 120145 321352 36.58% 4.794%
12 9.106 1207 1216 1227 rVB 179769 370899 42.21% 5.534%
13  9.353 1253 1258 1264 rBVS8 6008 12559 1.43% 0.187%
14  9.694 1310 1316 1325 rVB5 11407 25315 2.88% 0.378%
15 9.912 1348 1353 1361 rVB2 7043 14477 1.65% 0.216%
16 10.430 1437 1441 1445 rBV5 5366 9776 1.11% 0.146%
17 10.571 1456 1465 1471 rBV 336995 616192 70.13% 9.193%
18 10.630 1471 1475 1483 rVB3 33407 75002  8.54% 1.119%
19 11.065 1544 1549 1553 rVB4 7849 11956 1.36% 0.178%
20 11.171 1559 1567 1575 rBV2 24431 50657 5.77% 0.756%
21 11.306 1584 1590 1596 rBV6 16247 34731  3.95% 518%

22 11.871 1677 1686 1695 rVV2 353304 878606 100.00% 1
23 11.965 1695 1702 1711 rVV 179061 326915 37.21%
24 12.071 1711 1720 1732 rVB2 87525 181539 20.66%
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25 12.400 1770 1776 1782 rBV 87465 156702 17.84% 338%
26 12.694 1821 1826 1832 rVB2 34866 56177 6.39% ©.838%
27 12.853 1845 1853 1861 rVB 317206 553957 63.05% 8.265%
28 12.959 1861 1871 1874 rBVS8 8113 22403 2.55% ©.334%
29 13.035 1880 1884 1890 rBV2 13015 23968 2.73% 0.358%
30 13.100 1890 1895 1897 rVv2 21023 33549 3.82% 0.501%
31 13.124 1897 1899 1904 rVvv4 16963 29340 3.34% 0.438%
32 13.177 1904 1908 1914 rVB4 16038 29303 3.34% 0.437%
33 13.335 1929 1935 1944 rVB3 42387 77514  8.82% 1.156%
34 13.482 1950 1960 1966 rVvv3 63540 111468 12.69% 1.663%
35 13.612 1974 1982 1987 rBv4 30731 59507 6.77% ©.888%
36 13.688 1989 1995 1996 rvwv4 9113 16933 1.93% 0.253%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41124\
Data File : VN@81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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 N\methods\624N041024W.M
Title : METHOD 624 VOLATILE ORGANIC ANALYSIS
37 13.730 1999 2002 2006 rVvVv3 19190 30810 3.51% 0.460%
38 13.818 2010 2017 2023 rVV2 176901 315862 35.95% 4.712%
39 13.865 2023 2025 2035 rVB7 12196 27667 3.15% 0.413%
40 13.953 2035 2040 2042 rBV3 12799 19757 2.25% 0.295%
41 13.994 2042 2047 2059 rVvv2 73536 148833 16.94% 2.220%
42 14.112 2061 2067 2074 rBV9 12418 27011 3.07% 0.403%
43 14.177 2074 2078 2085 rVVv7 13930 27897 3.18% 0.416%
44 14.259 2085 2092 2099 rvv8 13046 35320 4.02% 0.527%
45 14.335 2099 2105 2110 rVB3 20041 30086 3.42% 0.449%
46 14.447 2116 2124 2131 rVB7 23409 47886 5.45% 0.714%
47 14.518 2131 2136 2139 rBvV4 6726 10302 1.17% 0.154%
48 14.677 2151 2163 2176 rBV3 67312 183805 20.92% 2.742%
49 14.929 2202 2206 2213 rVB7 10125 18119 2.06% 0.270%
Sum of corrected areas: 6702778
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041124\
Data File : VN@©81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N041024W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

Abundance TIC: VN081701.D\data.ms
350000
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250000
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Abundance TIC: VN081701.D\data.ms
350000 10.57:
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Abundance TIC: VN081701.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041124\
Data File : VN@©81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N041024W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Benzene, (2-bromocyclopropyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.994 5.08 ug/l 148833  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 45
3 Indole 117 C8H7N 000120-72-9 43
4 4-Ethynylaniline 117 C8H7N 014235-81-5 43
5 Indole 117 C8H7N 000120-72-9 37

Abundance Scan 2047 (13.994 min): VN081701.D\data.ms (-2042) (- | m/z 117.00 100.00%
117.0
5000
91.0 E I #A
39.0 63.0 ‘ ‘ 14.00
0 bbbl M m/z 118.05  52.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
11v.0
5000 LR
14.00
91.0 m/z 114.95 44.77%
390 630
0 L ‘ ! 152.0173.0 196.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘!\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0
14.00
5000 m/z 91.00 19.51%
91.0
o1s0 %0630 | 168.0 196.0
L B A man
m/iz--> 20 40 60 80 100 120 140 160 180 200 M N M
Abundance #9736: Indole MN
117.0 1400
m/z 116.00 15.84%
5000 90.0
63.0 A%
ol ] ol ig
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041124\
Data File : VN@©81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N041024W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 L-Fenchone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.677 6.28 ug/1 183805 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 L-Fenchone 152 C10H160 007787-20-4 87
2 Fenchone 152 C10H160 001195-79-5 87
3 L-Fenchone 152 C1eH160 007787-20-4 87
4 D-Fenchone 152 C10H160 004695-62-9 80
5 Fenchone 152 C10H160 001195-79-5 74
Abundance Scan 2163 (14.677 min): VN081701.D\data.ms (-2151) (- | m/z 81.00 100.00%
81.0
5000
41.0 L B
109.1 152.1 14.50 15.00
0830 |, ol 1839 B
O A B e L e L e B T L m/z 69.10 42.22%
miz--> 0O 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone
81.0
5000 gk AW‘ ot ss
210 14.50 15.00
”0 m/z 80.00 19.55%
152.
109.0
0 ‘\\1\5\.0‘\‘1‘\ \‘i“\ \‘\M\ T Ty \‘LL'H\ T \‘\ T \“ T ! |
miz--> 0O 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
L ‘r\/\M‘/\ L ‘f/\/l (l/\ oy
14.50 15.00
5000 m/z 41.00 18.70%
41.0
152.0
ol 150, | ysso 190
m/z--> 0 20 40 60 80 100 120 140
Abundance #29073: L-Fenchone 7 —
81.0 14.50 15.00
m/z 79.10 14.97%
5000
41.0
152.0
109.0
o150 ., \‘ B X AR W* il MMM&
m/z--> 0 20 40 60 80 100 120 140 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41124\
Data File : VN@©81701.D

Acqg On : 11 Apr 2024 17:02
Operator : JC\MD

Sample : P2076-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N041024W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, (2-bro... 13.994 5.1 wug/l 148833 3 11.865 878606 30.0
L-Fenchone 14.677 6.3 ug/l 183805 3 11.865 878606 30.0
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