LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/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\SFAMVTRO31522WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25001.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.124 22 26 37 rvB2 7146 8902 1.60% 0.156%
2 1.307 76 83 95 rVvB 89771 89884 16.12% 1.573%
3 1.388 101 108 126 rBV 29890 51126 9.17% ©0.895%
4 1.568 157 164 174 rVB 69344 78068 14.00% 1.367%
5 2.108 322 332 346 rVB 141779 208030 37.31% 3.642%
6 2.297 384 391 400 rVB 9384 14299 2.56% 0.250%
7 2.506 451 456 475 rVB3 5840 10609 1.90% 0.186%
8 2.963 588 598 610 rBV3 4723 10299 1.85% ©0.180%
9 3.124 637 648 662 rBV3 18860 39848 7.15% 0.698%
10 3.912 875 893 916 rBvV 26973 101610 18.23% 1.779%
11  4.355 1015 1031 1059 rBV3 103984 327139 58.68% 5.727%
12 4.828 1163 1178 1197 rBV5 5134 12860 2.31% 0.225%
13 5.050 1230 1247 1268 rBV2 215597 526303 94.40% 9.213%
14 5.149 1268 1278 1279 rBV6 6875 8541 1.53% 0.150%
15 5.616 1411 1423 1450 rBV 233568 471553 84.58%  8.255%
16 5.912 1499 1515 1523 rBV9S 3110 7575 1.36% 0.133%
17 6.069 1539 1564 1586 rBV 123826 276396 49.58% 4.838%
18 6.304 1628 1637 1652 rVB4 3673 9258 1.66% 0.162%
19 6.985 1839 1849 1872 rBV2 56880 106049 19.02% 1.856%
20 7.095 1872 1883 1898 rVB5 3043 6889 1.24% 0.121%
21  7.317 1939 1952 1970 rBV 270318 469838 84.27%  8.225%
22 7.625 2039 2048 2072 rVB2 30457 54971 9.86% 0.962%
23 7.940 2135 2146 2171 rBvV4 21454 70779 12.70% 1.239%
24  8.091 2183 2193 2231 rVV 175186 381406 68.41% 6.677%
25  8.243 2232 2240 2267 rVB2 23694 44837 8.04% 0.785%
26 8.850 2418 2429 2451 rBV 344517 557512 100.00% 9.759%
27 9.484 2615 2626 2672 rBV 208539 527654 94.64%  9.237%
28 9.812 2720 2728 2737 rBV4 3693 5823 1.04% 0.102%
29 10.214 2843 2853 2868 rBV 72759 116098 20.82% 2.032%
30 10.381 2896 2905 2915 rVvB3 9670 14625 2.62% 0.256%
31 10.815 3030 3040 3056 rBV 36481 75988 13.63% 1.330%
32 11.246 3163 3174 3194 rBV 354581 540064 96.87% 9.454%
33 11.529 3252 3262 3280 rBV2 29418 58611 10.51% 1.026%
34 11.622 3280 3291 3316 rVB 244580 379467 68.06% 6.643%
35 12.008 3401 3411 3425 rBV3 17536 34891 6.26% 0.611%
36 12.345 3507 3516 3531 rBV5 3517 5634 1.01% ©0.099%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31522\
Data File : VV@25001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/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\SFAMVTRO31522WMA.M

Title : TRACE VOA SFAM1.0

37 14.040 4031 4043 4056 rVB 5297 9199 1.65% 0.161%
Sum of corrected areas: 5712635
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31522\

: VVe25001.D

: 15 Mar 2022 16:59

: SY/MD

: N1934-01

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.M
: TRACE VOA SFAM1.0

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

TIC: VV025001.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 1 Acetaldehyde Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.388 0.54 ug/L 51126  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
3 Ethylene oxide 44 C2H40 000075-21-8 9
4 Ethylene oxide 44 C2H40 000075-21-8 7
5 Propane 44 C3H8 000074-98-6 5

Abundance Scan 108 (1.388 min): VV025001.D\data.ms (-101) (-)

m/z 44.00 100.00%

44.0
5000
——
‘ 1.20 1.40 1.60 1.80
9 |l .
O rrrrprrprr e e e M/z 43.08 57.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 L L L L L B B BB L
15.0 1.20 1.40 1.60 1.80
m/z 42.00 18.59%
O\\‘\\H‘H}!“H\?‘J\-\Hi} ’\H\‘\H\‘1!HiHH‘\\H‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #80: Acetaldehyde
29.0 44.0
S b TR
1.20 1.40 1.60 1.80
5000 ITI z 41.00 8.18%
15.0
Ot 20 e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #84: Ethylene oxide
29.0 1.20 1.40 1.60 1.80
44.0 m/z 45.60  3.38%
15.0
5000
e 20 H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.940 0.63 ug/L 70779  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol 88 C5H120 000071-41-0 46
2 1-Pentanol 88 C5H120 000071-41-0 43
3 1-Pentanol 88 C5H120 000071-41-0 43
4 1-Pentanol 88 (C5H120 000071-41-0 43
5 1-Pentene 70 C5H10 000109-67-1 38

Abundance Scan 2146 (7.940 min): VV025001.D\data.ms (-2135) (-) m/z 42.00 100.00%

42.0 207.1
70.0
5000
e
m H 97'9 129 67 | 7.60 7.80 8.00 8.20
Ob by L T L myz 207,10 82.70%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2349: 1-Pentanol
43.0
70.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
7.60 7.80 8.00 8.20
m/z 55.00 81.53%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2351: 1-Pentano
42.0
e e
7.60 7.80 8.00 8.20
5000 70.0 m/z 41.00  65.74%
0 || |
ol e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2346: 1-Pentanol AR b g
42.0 7.60 7.80 8.00 8.20
m/z 70.00 62.34%
5000 70.0 [\
015, N B bt T
miz--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Formic acid, hexyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.484 4.73 ug/L 527654  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, hexyl ester 130 C7H1402 000629-33-4 83
2 1-Hexanol 102 C6H140 000111-27-3 83
3 1-Hexanol 102 C6H140 000111-27-3 83
4 1-Hexanol 102 C6H140 000111-27-3 83
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
Abundance Scan 2626 (9.484 min): VV025001.D\data.ms (-2615) (-) m/z 56.00 100.00%
56.0
5000 430
69.0
AR A RARERRNEEEE
| | 84.0 9.20 9.40 9.60 9.80
obv el il m/z 55.00  53.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15416: Formic acid, hexyl ester
568.0
5000 LN L B B L
42.0 600 9.20 9.40 9.60 9.80
31.0 ' 84.0 m/z 43.00 51.10%
0 180 ‘\H “ L il “ ‘ . 101.0
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4967: 1-Hexano
56.0
AR RARRNENERN MRS
9.20 9.40 9.60 9.80
5000 43.0 m/z 41.00 40.10%
69.0
31.0
o150 L Ll L P40 aoio
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4965: 1-Hexanol R Ramaa e Nl
56.0 9.20 9.40 9.60 9.80
m/z 42.00 33.72%
43.0
5000
69.0
31.0
‘ 84.0
oH_‘1‘8;"0‘”‘:‘_H“‘,mm_w ‘wmmm‘u!m_m_uw N N
m/z--> 10 20 30 40 50 60 70 80 90 100 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 1-Heptanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.815 0.70 ug/L 75988 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol 116 C7H160 000111-70-6 90
2 1-Heptanol 116 C7H160 000111-70-6 83
3 1-Heptanol 116 C7H160 000111-70-6 83
4 Formic acid, heptyl ester 144 C8H1602 000112-23-2 78
5 Formic acid, heptyl ester 144 C8H1602 000112-23-2 78

Abundance Scan 3040 (10.815 min): VV025001.D\data.ms (-3030) (- m/z 70.10 100.00%

56.0 /0.1
41.0
5000
‘ “ M 83‘0 97.9 1050 1100
Ot e e e e e e m/z 56.00 .16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9449: 1-Heptanol
56.0 70.0
41.0
5000 DU
10.50 1100
m/z 55.00 .19%
83.0
O’T \’\\\“\ ‘\\H‘\‘\\\‘\\9\8\’(\]\\\]‘-\1\5\\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9454: 1-Heptanol
410 ggqg 70.0
N, ‘ T
10.50 1100
5000 27. ITI/Z 41.00 . %
‘ ‘ 83.0 98.0
Obrrprrrr e ettt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9441 1-Heptanol Snpoolio s
56.0 70.0 10.50 11 OO
430 m/z 43.00 .37%
5000
29.0
83.0 098.0
0150,,, “utnfyatpal ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11. OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.54 ug/L 58611 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
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 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 3262 (11.529 mln) VV025001.D\data.ms (-3252) (- m/z 57.00 100.00%

57.0
5000
41.0
LWV ,
Il \‘ 9801121 ™y
oWH_m_Wwmw“m:wml_ww_m_m m/z 41.00  32.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 %ﬁr\"/“ T ‘f‘\‘/\ﬂ‘
11.50
83.0 m/z 55.00  28.55%
o \\ .| 801120
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
Y g | T el
11.50
5000 ITI/Z 43.00 26.34%
: o
‘H_HWHH_‘H_HWHH_H:_HWHH_HW‘HWHH_HWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4NAWW
Abundance #15685: 1-Hexanol, 2-ethyl- SiTiaa TR i e
57.0 11.50
m/z 70.10 23.59%
5000
41.0
83.0
27.0 H ‘ ‘ 98.0 1120
obo b L L 1300 gy o | e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31522\
Data File : VV025001.D

Acqg On : 15 Mar 2022 16:59
Operator : SY/MD

Sample : N1934-01

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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|
Acetaldehyde 1.388 0.5 ug/L 51126 1 5.616 471553 5.0
unknown-01 7.940 0.6 ug/L 70779 2 8.850 557512 5.0
Formic acid, he... 9.484 4.7 wug/L 527654 2 8.850 557512 5.0
1-Heptanol 10.815 0.7 ug/L 75988 3 11.246 540064 5.0
1-Hexanol, 2-et... 11.529 0.5 ug/L 58611 3 11.246 540064 5.0
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