LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVve34031.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.089 8 15 31 rVB 183108 184594 58.62% 5.115%
2 1.191 41 47 63 rvB 78263 70210 22.30% 1.945%
3 1.281 65 75 84 rBV 148514 170175 54.04% 4.715%
4 1.355 93 98 103 rWw 3124 3352  1.06% 0.093%
5 1.388 104 108 117 rVB4 2670 3534 1.12% 0.098%
6 1.532 145 153 165 rWV 36632 44027 13.98% 1.220%
7 1.597 165 173 186 rVB 58416 74472 23.65% 2.064%
8 1.728 206 214 219 rBV 6450 8296 2.63% 0.230%
9 1.767 219 226 241 rVB 40681 54659 17.36% 1.515%
106 2.060 307 317 331 rBV 73773 109340 34.72%  3.030%
11 2.127 331 338 352 rVB 4086 8061 2.56% 0.223%
12 2.474 424 446 453 rBv3 10499 25042 7.95% 0.694%
13 2.516 453 459 470 rVB2 7242 12480 3.96% 0.346%
14 2.699 504 516 529 rBV3 13258 24652 7.83% 0.683%
15 2.886 561 574 585 rBV6 1791 3385 1.07% 0.094%
16 2.970 589 600 615 rVB3 9679 19139 6.08% ©0.530%
17 3.674 804 819 836 rVB4 10598 26661 8.47% 0.739%
18 3.812 845 862 889 rBVv3 50196 165742 52.64% 4.593%
19 4,252 982 999 1025 rBV2 47087 122965 39.05% 3.407%
20 4.584 1089 1102 1119 rVB6 10032 25058 7.96% 0.694%
21  4.828 1161 1178 1189 rBV7 2840 7517 2.39% 0.208%
22 4.960 1205 1219 1254 rBV3 108826 314885 100.00% 8.725%
23 5.243 1293 1307 1319 rVB5 3311 7252 2.30% 0.201%
24 5.413 1352 1360 1379 rBV5 4053 8506 2.70% 0.236%
25 5.535 1388 1398 1420 rBV 94515 194785 61.86% 5.397%
26 5.841 1483 1493 1508 rBV2 19633 40652 12.91% 1.126%
27 5.992 1527 1540 1552 rBV2 60010 125110 39.73%  3.467%
28 6.243 1609 1618 1622 rBV4 1973 3343 1.06% 0.093%
29 6.320 1635 1642 1656 rVB3 6984 12419 3.94% 0.344%
30 6.918 1817 1828 1851 rBV3 28553 55371 17.58% 1.534%
31  7.191 1904 1913 1919 rBV5 2987 5442 1.73% 0.151%
32 7.246 1919 1930 1944 rVvV 132143 238539 75.75% 6.610%
33 7.320 1944 1953 1980 rVB 81947 149305 47.42% 4.137%
34 7.506 2000 2011 2019 rBV5 2968 4177 1.33% 0.116%
35 7.561 2020 2028 2046 rBV 16246 33057 10.50% 0.916%

36 8.027 2163 2173 2208 rBV 127108 253149 80.39% 7.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0
37 8.182 2211 2221 2243 rVB4 20209 41814 13.28% 1.159%
38 8.786 2397 2409 2443 rBV 145654 244711 77.71% 6.781%
39 8.953 2449 2461 2473 rBV 16881 26701 8.48% 0.740%
40 9.079 2490 2500 2512 rBv2 18549 31547 10.02% 0.874%
41 9.484 2616 2626 2634 rBvV 9054 14713 4.67% 0.408%
42 9.760 2707 2712 2727 rVBS 2256 4446 1.41% 0.123%
43 10.156 2825 2835 2848 rBV 41238 65068 20.66% 1.803%
44 10.300 2870 2880 2882 rBV2 2442 3182 1.01% 0.088%
45 10.326 2882 2888 2900 rVB2 4036 6147 1.95% 0.170%
46 10.390 2900 2908 2914 rBV2 3713 5944 1.89% 0.165%
47 10.480 2923 2936 2945 rVB5 2321 4684 1.49% 0.130%
48 10.680 2991 2998 3005 rBV3 2229 3383 1.07% 0.094%
49 10.857 3044 3053 3068 rBvV2 9796 14734  4.68% 0.408%
50 11.101 3119 3129 3136 rBV3 6094 9688 3.08% 0.268%
51 11.188 3146 3156 3177 rBV 156217 243618 77.37% 6.751%
52 11.278 3177 3184 3194 rVB3 3603 5362 1.70% 0.149%
53 11.490 3238 3250 3262 rBV2 17026 36749 11.67% 1.018%
54 11.561 3263 3272 3293 rVB 130860 212575 67.51% 5.890%
55 12.291 3491 3499 3513 rBV2 15956 24427 7.76% 0.677%
Sum of corrected areas: 3608846
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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\VVve20724\

: VWe34031.D

: 07 Feb 2024 15:18

: SY/MD

: P1383-09

: 25.0mL/MSVOA_V/WATER
. 16

Sample Multiplier:

1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV034031.D\data.ms
Lp89
150000 1.281
4.960
100000 5.535
1.191 2.060
1.597
3.812
50000 1530 1.767 4.252
.699
s8s/|||1.728 127 % 24¢€ 2%‘3{0 3./6Q 4.584482
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\‘\\ [ \\\‘\
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 5.00 520 5.40 560 5.80 600 6.20 6.40
Abundance TIC: VV034031.D\data.ms
11.188
150000 8.786
7.246 8.027 11.561
100000
1.320
50000 10.156
6.918
7.561 8.182 8.98979 o164 L0857 11.4
. 7001 | 7. gﬁg L 9760 (SLARPOC 650 |, 11-@ 278
- Pl : —— —— o e e R N — 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: VV034031.D\data.ms
150000
100000
50000
12.291
0 T A‘\ ‘ 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\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.191 1.80 ug/L 70210 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 59
Abundance  Scan 47 (1.191 min): VV034031.D\data.ms (-41) (-) m/z 42.95 100.00%
43.0
5000
—
‘ 40,9 57.0 120 140 1.60
O e e e m/z 40.95 51.14%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000
27.0 . 1.40 1.60
’ m/z 42 00 34.42%
0 15\0 ‘ | 0‘ _50.057.0
\HHH\‘HH‘HH‘HH‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
S
1.20 140 1.60
5000 m/z 38.95 24.09%
27.0
o 10 180 ‘ 360, 500570
T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0 . 1.40 1.60
m/z 57 00 4.37%
5000
27.0
15.0
0 20 \‘ o | | 500 57\\0
I e e e “““‘ e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 140 1. 60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.597 1.91 ug/L 74472  1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Pentane 72 C5H12 000109-66-0 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 33
5 3-Buten-1-o0l 72 C4H80 000627-27-0 23
Abundance Scan 173 (1.597 min): VV034031.D\data.ms (-165) (-) m/z 42.95 100.00%
3.0
57.0
5000
72.0 1.20 1.40 1.60 1.80 2.00
ol L myz 40095 92.79%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
- UL
5000 BB RN R
29.0 1.20 1.40 1.60 1.80 2.00
m/z 42.00 86.65%
iso ||l T
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0 k
P e
1.20 1.40 1.60 1.80 2.00
27.0 57.0
5000 . m/z 57.00 68.44%
15.0
72.0
0“‘?P‘“my“Hllw“‘M1“puM1_“‘M“‘_
m/z--> 0 10 20 30 40 50 60 70 80 /\A
Abundance #809: Pentane A‘H‘,“H““‘_“‘,‘
43.0 1.20 1.40 1.60 1.80 2.00
m/z 39.00  38.30%
5000
27.0 57.0 720
0 \H‘\H\‘\1'\5?9‘H;‘}“Hm‘imu‘m‘l‘wuu‘!\u‘\
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.40 ug/L 54659 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 226 (1.767 min): VV034031.D\data.ms (-219) (-) m/z 42.95 100.00%
5000
57.0
‘ 72‘-0 1.40 1.60 1.80 2.00
0 e et et e e M/ 41,95 60.62%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0 A
5000 L LA B R B R I
1.40 1.60 1.80 2.00
. m/z 40.95 55.33%
27.0 570 5 /
15'0 \‘\‘ \‘\\ \M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0 JA
AT T
1.40 1.60 1.80 2.00
5000 270 m/z 38.90 21.30%
15.0 ‘ ‘ 570 720
ob—2o M LT
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane RS RAEESREEEEEE S
43.0 1.40 1.60 1.80 2.00
m/z 57.00 18.19%
5000
27.0
57.0
72.0
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.474 0.64 ug/L 25042  1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 59
Abundance Scan 446 (2.474 min): VV034031.D\data.ms (-424) (-) m/z 42.95 100.00%
43.0
“W‘H‘_“W‘H‘_‘H
56.9 86.0 2.20 2.40 2.60 2.80

o"‘_"""H_"w""\‘\"‘w\“_m“w_mm m/z 41.90  52.35%

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #2044: Pentane, 2-methyl-

43.0
5000 “mAhA/
27.0 710 2.20 2.40 2.60 2.80
' m/z 41.00 40.16%
15.0 ‘ 57.0
O\\\‘-\\\\‘\\‘\\‘\\}1“\\\\‘\}\\‘\\‘1‘\‘\\\\“\\\\‘?6\\0‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
i NN AN A S
2.20 2.40 2.60 2.80
m/z 71.00 38.75%
5000 710 /
57.0
27.0
o""H"_15:9""H""“":"_‘M“_mluwﬁﬁﬂm
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- ﬂ‘W““‘H““ﬂ“‘H(
43.0 2.20 2.40 2.60 2.80
m/z 56.90 13.09%
5000
27.0 71.0
150 T wme
L e e T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: Cyclic3.674 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.674 0.68 ug/L 26661 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 819 (3.674 min): VV034031.D\data.ms (-804) (-) m/z 56.00 100.00%
56.0
40.9
5000 69.0
e
‘ ‘ 84.0 3.40 3.60 3.80 4.00

o""H"_Hww‘mw“mwMWWWWHW m/z 40.90  53.01%

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #1682: Cyclopentane, methyl-

56.0
41.0 i
5000 690 L L B BN LR

3.40 3.60 3.80 4.00
m/z 69.00 42.68%

280 M ‘ 84.0
P N T A
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
3.‘40 3.%0 3.‘80 4.60
5000 41.0 ITI/Z 38.90 30.18%
69.0
84.0
gl N A
0 H‘w‘*\*1*5*'9\*H‘*‘!HH‘%‘W\”‘wm“w”ww”
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl- HWHH,HHWHHWH
56.0 3.40 3.60 3.80 4.00
m/z 55.00  24.40%
41.0
5000
69.0
27.0
‘ ‘ 84.0
0 1'015.0\\ R AN A AR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18

Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 8 Hexanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.182 0.85 ug/L 41814  Chlorobenzene-d5 8.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 47
Abundance Scan 2221 (8.182 min): VV034031.D\data.ms (-2211) (-) m/z 43.85 100.00%
43.9 56.0
5000
71.9
“ ‘ ‘ 7.80 8.00 8.20 8.40 8.60
) N—— | _— \_‘Hu“Mwwww m/z 56.00 94.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexana
44.0
56.0
27.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.80 8.00 8.20 8.40 8.60
720 m/z 40.95 80.86%
O\\‘\\\\‘\\‘\\“\\\\"\‘\\‘\\\L‘\\\‘\“!\\\8‘\3\9\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
Ramas e RARRR
7.80 8.00 8.20 8.40 8.60
m/z 56.990 69.69%
5000 29.0
72.0
b L L 1L 880 000
m/z--> 10 20 30 40 50 60 70 80 90 100 ﬂfw
Abundance #4244: Hexanal R R
44.0 56.0 7.80 8.00 8.20 8.40 8.60
' m/z 42.95 66.45%
5000
27.0
72.0
oH‘%Tr""?_u‘!_u“‘,l“‘_M;H“‘“1‘”?%9“”1‘9?‘9”‘ SR S ¥ SV N
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VVve20724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18

Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Hexanol, 2-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.490 0.75 ug/L 36749 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74

Abundance Scan 3250 (11.490 min): VV034031.D\data.ms (-3238) (- m/z 57.00 100.00%
57.0
5000
41.0
‘ 69.9 83,0 . ‘11‘52\%‘
98.0
112.1
oH‘_m_m_‘H“‘km‘uu\\_‘H“uwu!wm_m_m_m m/z 41.60  35.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 /\\m'“”\“
11.50
70.0 83.0 m/z 43.00 33.85%
\ L 0
O\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\”\\‘\\\‘}‘\\\\‘1\\\‘\\\1‘\\\\‘}\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 ﬁM
I ‘A“ T
11.50
5000 m/z 55.00 26.73%
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #15691: 1-Hexanol, 2-ethyl- ‘A .
57.0 11.50
m/z 69.90 23.50%
5000
70.0 83.0
\ | \ | 9801120
oH‘_m_‘wH‘!Hw‘_m‘_wm_m_ww_m A,
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV@34031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.291 0.50 ug/L 24427  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-o0l 142 C9H180 022104-79-6 35
2 2-Heptene 98 C7H14 000592-77-8 30
3 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 27
4 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 27
5 cis-1,2-Cyclohexanediamine 114 C6H14N2 001436-59-5 22
Abundance Scan 3499 (12.291 min): VV034031.D\data.ms (-3491) (- m/z 57.00 100.00%
40.9 57.0
5000
81.9 980
AN R N
M | H‘ “ 113.9 12.00 12.50
om,HH\W‘ ‘\“_m“m‘_m_‘ m/z 40.90  88.61%
m/z--> 20 40 80 100 120 140
Abundance #22982.2-N0nen4:o|
57.0
41.0
5000 It e
12.00 12.50
m/z 43.00 56.10%
\\\’\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 100 120 140
Abundance #3707: 2—Heptene
41.0 56.0
[ 1
12.00 12.50
5000 m/z 56.00 56.05%
98.0
26 H .
b B M e |
m/iz--> 20 40 60 80 100 120 140
Abundance #8365: (1S,2S)-(+)-1,2-Diaminocyclohexane — —
56.0 12.00 12.50
m/z 54.90 52.70%
30.0
5000 97.0
15.0 ‘ 71.0 114.0
ol Aol e e L L1
m/z--> 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020724\
Data File : VV034031.D

Acqg On : 07 Feb 2024 15:18
Operator : SY/MD

Sample : P1383-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 1.191 1.8 ug/L 70210 1 5.539 194785 5.0
(DEL) Alkane: S... 1.597 1.9 ug/L 74472 1 5.539 194785 5.0
(DEL) Alkane: S... 1.767 1.4 ug/L 54659 1 5.539 194785 5.0
(DEL) Alkane: S 2.474 0.6 ug/L 25042 1 5.539 194785 5.0
(DEL) Alkane: C 3.674 0.7 ug/L 26661 1 5.539 194785 5.0
Hexanal 8.182 0.8 ug/L 41814 2 8.786 244711 5.0
1-Hexanol, 2-et... 11.490 0.8 ug/L 36749 3 11.188 243618 5.0
unknown-01 12.291 0.5 ug/L 24427 3 11.188 243618 5.0
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