LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTR092718WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.319 62 71 84 rvB 33374 42076 8.98% 1.246%
2 1.405 91 98 102 rBV 6577 9625 2.05% 0.285%
3 1.582 147 153 163 rVB 29926 33654 7.18% 0.997%
4 2.132 315 324 335 rBV 67642 96362 20.56% 2.854%
5 3.151 634 641 651 rVB6 3490 6619 1.41% 0.196%
6 3.987 882 901 936 rBV2 23268 98470 21.01% 2.917%
7 4.158 940 954 975 rVB3 26168 71814 15.32% 2.127%
8 4.408 1016 1032 1053 rBv2 49713 128332 27.38% 3.801%
9 5.100 1230 1247 1272 rVB2 117650 265354 56.62% 7 .860%
10 5.254 1272 1295 1330 rBV6 8008 48018 10.25% 1.422%

11 5.666 1410 1423 1440 rBvV 107194 207135 44.19%% 6.136%
12 6.122 1527 1565 1592 rBV2 73784 206516 44.06% 6.117%

13 6.338 1626 1632 1648 rVB3 6957 13850 2.96% 0.410%
14 7.032 1837 1848 1863 rBV 31366 53674 11.45% 1.590%
15 7.363 1936 1951 1966 rBV 135125 232274 49.56% 6.880%
16 7.669 2035 2046 2058 rBvV 19326 31299 6.68% 0.927%
17 7.990 2132 2146 2171 rBV3 25394 71717 15.30% 2.124%
18 8.145 2181 2194 2222 rBV 161706 290399 61.96% 8.602%
19 8.289 2231 2239 2253 rVB5 7449 12688 2.71% 0.376%

20 8.900 2417 2429 2445 rBvV 156036 251315 53.62% 7.444%

21 9.534 2614 2626 2651 rBV 243023 468688 100.00% 13.883%

22 9.752 2687 2694 2709 rVB3 2533 4781 1.02% 0.142%
23 10.267 2844 2854 2866 rVB2 49115 77371 16.51% 2.292%
24 10.427 2893 2904 2916 rVB2 9393 15435 3.29% 0.457%
25 10.865 3030 3040 3055 rBV2 27613 53019 11.31% 1.570%
26 11.299 3163 3175 3199 rBV 167596 276074 58.90% 8.178%
27 11.582 3253 3263 3281 rBV2 17853 34051 7.27% 1.009%
28 11.675 3281 3292 3305 rVvVv 147746 225869 48.19% 6.690%
29 12.058 3401 3411 3424 rBV5 13176 24080 5.14% 0.713%
30 12.299 3472 3486 3496 rBV2 7755 13554 2.89% 0.401%
31 14.093 4033 4044 4056 rBV 7299 11888 2.54% 0.352%
Sum of corrected areas: 3376001
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
VV007951.D

28 Sep 2018 14:01

SY/MD

J5062-05DL 4X

25.0 mL/MSVOA V/WATER

10 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance TIC: VV007951.D
200000
150000
5.10
5.67
100000
6.12
50000 1 32 15
3.994.16
J“&\A 3.15 5.25 6.34
0 T . . A L SR A
Time--> 1 50 4 OO 5.00 5.50 6.00 6.50
Abundance TIC. VV007951.D
9153
200000
11.30
5t 8.90 11.68
150000 736
100000
50000 10.27
7.03 10.86
767 99 11.58 12.0
i K 8.29 .75 1043 N
Ot A e A e e
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: VV007951.D
200000
150000
100000
50000
12.30 14.09
I - L — e — ——r = —_
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\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethyl Acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.16 1.73 ug/L 71814 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 90
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64

Abundance Scan 955 (4.161 min): VV007951.D (-940) (-) m/z 43.00 100.00%
43
5000 JS
| T 70 88 3.80 4.00 4.20 4.40
V1 i m/z 61.00 13.36%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
5000 RN SRR R

3.80 4.00 4.20 4.40
61 m/z 45.00 13.09%

29 70
1D | Al s | s 8
o1ttt e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43

3.80 4.00 4.20 4.40

5000 m/z 70.00 10.90%
29 61 70
15 N Ll 55 L 88
O o e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate SRS I i .
43 380 4.00 4.0 4.40

m/z 41.90 6.59%

5000 j\\
29 61
15 70
0 | | ‘ ! ‘ 55 ‘ | . 83 88

m/z--> 10 20 30 40 50 60 70 80 90 3. 80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Propanol, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.25 1.16 ug/L 48018 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 80
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 72
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 64
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 64
5 Pentane 72 C5H12 000109-66-0 40

Abundance Scan 1294 (5.251 min): VV007951.D (-1272) (-) m/z 43.00 100.00%
43
5000
39
‘ S5 74 5.00 520 5.40 5.60
1 m/z 41.00 88.04%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #853: 1-Propanol, 2-methyl-
43
5000
31 39 5.00 5.20 5.40 5.60
27 - 74 m/z 42.00 50.32%
0 15 19 |,| 4 |, |]],46 50 ;%9 71
iz 5 T 15 % 2 % % 40 45 5 55 6 6 7o 78 %
Abundance #857: 1-Propanol, 2-methyl-
43
500 520 540 560
5000 33 m/z 38.90 33.76%
39 74
1518 ||g0. 50 50 99 71
O e T T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #855: 1-Propanol, 2-methyl-
43 5.00 520 5.40 5.60
33 m/z 54.90 11.35%
5000
27
39 55 59 4
OI””P”W””P”W””P”W”JP'P””P”W””P”W””P”W””P”' U R AL IR L
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Pentanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.99 1.43 ug/L 71717 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 50
2 1-Pentanol 88 C5H120 000071-41-0 50
3 1-Pentene 70 C5H10 000109-67-1 49
4 1-Pentene 70 C5H10 000109-67-1 47
5 1-Pentanol 88 C5H120 000071-41-0 47

Abundance Scan 2146 (7.990 min): VV007951.D (-2132) (-) m/z 42.00 100.00%
5000 /\\\j\\wr&h
7'66' 7.80 8.00 8.0 8.40
0 m/z 55.00 92 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2091: 1-Pentanol
4
55
70
5000 31 L R R A ----u--
7.60 7.80 8.00 8.20 8.40
m/z 41.00 83.55%
0 e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2088: 1-Pentanol
4 55
7.60 7.80 8.00 8.20 8.40
5000 a1 70 m/z 207.00 65.79%
0'}?P"'I”"I'”'I§1'I"”I"”I"'W""P"'I”"
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
42 7.60 7.80 8.00 8.20 8.40
55 m/z 70.00 53.47%
5000 70
29
0'}?PU"ﬁ'J'P"'P"'P"'P"'P"'P"'P"'P"' LA UL R A
m/z--> 200 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Hexanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

9.53 9.32 ug/L 468688 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 86
2 Hexvl chloroformate 164 C7H13CI02 006092-54-2 83
3 1-Hexanol 102 C6H140 000111-27-3 78
4 Oxirane. (1-methvibutv)- 114 C7H140 053229-39-3 74
5 1-Hexanol 102 C6H140 000111-27-3 72

Abundance Scan 2625 (9.530 min): VV007951.D (-2614) (-) m/z 56.00 100.00%
56
43
5000
69
ERammad o
84 9.20 9.40 9.60 9.80
0 ..,....,....,....|;.!'..,.-: e B e /2 42.95  58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4412: 1-Hexanol
56
43
5000 USSR SAR AR
69 9.20 9.40 9.60 9.80
31 a4 m/z 55.00 57.16%
O'WH}E“J““'M”HWWIw'“ﬂ']n'“w'“w'“w'“w'“w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34018: Hexy| chloroformate
56
43 920 940 9.60 9.80
5000 m/z 41.00 52.82%
69
2 o
ol 15 M‘ 36(1, ] 77 | 91 107 121 135
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4411: 1-Hexanol LA L L L B N DI |
56 9.20 9.40 9.60 9.80
43 m/z 42.00 39.45%
31
5000
69
84
0 ”I"'W"'W""P"""""P'??P"'P"}ﬂ%"l”"l'”'I"”I"' USSR SARENRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Heptanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 0.96 ug/L 53019 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol 116 C7H160 000111-70-6 78
2 1-Hexanol. 3-methvl- 116 C7H160 013231-81-7 45
3 Butane. 2-cvclopropvl- 98 C7H14 005750-02-7 43
4 Heptanal 114 C7H140 000111-71-7 38
5 Pentane, 2-chloro- 106 C5H11ClI 000625-29-6 37
Abundance Scan 3039 (10.862 min): VV007951.D (-3030) (-) m/z 70.00 100.00%
56 70
5000
| ‘ = e 10,60 10.80 11.00 11.20
o..,....,....,....,....--" etk P m/z 41.00 92.54%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8319: 1-Heptanol
56 70
41
5000
10.60 10.80 11.00 11.20
m/z 56.00 84 .25%
oL 15 |H . 50..‘ 63 ||, 77 % 8 s
m/z--> 10 20 30 ' 50 60 70 80 90 100 110 120
Abundance #8339: 1-Hexanol, 3-methyl-
43 55
70
10.60 10.80 11.00 11.20
5000 m/z 55.00 78.08%
“ 83
o5 W sdlla ler | | o1 e
mz> 1 % % 4 % G0 70 8 % 100 110 130
Abundance #3349: Butane, 2-cyclopropyl-
55 70 10.60 10.80 11.00 11.20
4l m/z 43.00 70.04%
5000
0"|“"w"m"“l““'ﬁm"w'”'“"wgé“l"“l'“'l'“'l“
m/z--> 10 20 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007951.D

Aca On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.58 0.62 ug/L 34051 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 3262 (11.579 min): VV007951.D (-3253) (-) m/z 57.00 100.00%
57
5000 41
70 83
51 | d | 98 11.20 11.40 11.60 11.80
Ol ety e Tm/z 41.00  48.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.20 11.40 11.60 11.80
29 83 m/z 55.00 35.28%
o..,.%?.,...Iﬂ,l....l,!‘...?%u|=,¢?.-J!-..??,=|!..,...9!8,....}%?..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80
5000 m/z 42.95 32.63%
43
29 70
S SN - 0 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57 11.20 11.40 11.60 11.80
m/z 70.00 26 .36%
5000 43
29 69 83
0 18 M‘\ \‘\ 51‘ , 63 H " ‘\ 9? 1:!'2
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1120 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092818\
Data File : VV007951.D

Acq On : 28 Sep 2018 14:01

Operator : SY/MD

Sample = J5062-05DL 4X

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_M
Quant Title : TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.16 1.7 ug/L 71814 1 5.67 207135 5.0
1-Propanol, 2-met... 5.25 1.2 ug/L 48018 1 5.67 207135 5.0
1-Pentanol 7.99 1.4 ug/L 71717 2 8.90 251315 5.0
1-Hexanol 9.53 9.3 ug/L 468688 2 8.90 251315 5.0
1-Heptanol 10.86 1.0 ug/L 53019 3 11.30 276074 5.0
1-Hexanol, 2-ethyl- 11.58 0.6 ug/L 34051 3 11.30 276074 5.0
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