LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44281.D

Acqg On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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_ U\Method\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@44281.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 71 82 93 rBv4 73764 134666 2.50% 0.390%
2 1.919 173 180 193 rVB 50275 67943 1.26% 0.197%
3 2.572 368 383 401 rBV2 98265 187560 3.49%  0.543%
4 3,591 683 700 719 rBV 39764 102145 1.90%  0.296%
5 4.456 951 969 1011 rBV 224768 641057 11.92%  1.856%
6 4.642 1014 1027 1072 rVB2 71211 245154 4.56% 0.710%
7 5.073 1145 1161 1176 rBV 95266 209308 3.89% 0.606%
8 5.732 1346 1366 1386 rBv3 187318 498777 9.28% 1.444%
9 6.256 1514 1529 1542 rBV 185277 349144 6.49% 1.011%
106 6.700 1653 1667 1682 rBV 119631 232407 4.32% 0.673%
11  7.571 1925 1938 1956 rBV 64621 117342  2.18% 0.340%
12 7.906 2030 2042 2057 rVB 238254 404396 7.52% 1.171%
13 8.189 2119 2130 2150 rBV3 47022 96900 1.80% 0.281%
14  8.639 2258 2270 2302 rBV 325835 626933 11.66% 1.815%
15 9.423 2501 2514 2531 rBV2 256516 498665 9.27% 1.444%
16 9.603 2556 2570 2578 rBV 34831 56805 1.06% 0.164%
17 9.684 2579 2595 2610 rBV6 105718 261018 4.85% 0.756%
18 10.709 2903 2914 2923 rBV 146870 232292 4.32% 0.673%
19 10.764 2923 2931 2942 rVB 94832 148714 2.77% 0.431%
20 10.967 2985 2994 3010 rVB3 36898 64340 1.20% 0.186%

21 11.099 3027 3035 3045 rVB 66508 104417 1.94%
22 11.729 3222 3231 3239 rBV 88119 147583 2.74%
23 11.848 3249 3268 3288 rVB2 1384039 2694529 50.12%
24 11.947 3290 3299 3305 rBV2 48046 79188 1.47%
25 12.047 3315 3330 3338 rBV 554157 882876 16.42%

NONO®OO®
0
[
N
R

26 12.102 3338 3347 3359 rVB 376641 599206 11.
27 12.198 3365 3377 3385 rBv2 281642 490297 9
28 12.307 3403 3411 3418 rBv2 88537 127673 2.37%
29 12.385 3428 3435 3448 rVB6 54874 94417 1
30 12.459 3449 3458 3462 rBV3 37635 61810 1

OO0 Rr K
w
N
[
R

31 12.581 3487 3496 3506 rBV 254246 390123  7.26%
32 12.729 3532 3542 3561 rVB3 221462 491464  9.14%
33 12.835 3561 3575 3583 rBV3 269800 544017 10.12%
34 12.873 3583 3587 3598 rVB4 69913 108776  2.02%
35 12.947 3598 3610 3616 rBV 115289 200855 3.74%

OCOR KRR
Ul
N
Ul
3R

36 13.015 3616 3631 3645 rVB2 1528004 2763318 51.40% 8.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44281.D

Acqg On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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_ U\Method\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0
37 13.108 3646 3660 3672 rBV 1485161 2276887 42.35% 6.593%
38 13.182 3673 3683 3690 rBV 84973 131407 2.44% 0.381%
39 13.262 3691 3708 3725 rVB2 219234 513769 9.56% 1.488%
40 13.352 3725 3736 3742 rBV5 124701 242833 4.52% 0.703%
41 13.462 3762 3770 3772 rBV3 77541 95142 1.77% 0.275%
42 13.494 3772 3780 3789 rVvV 445458 688631 12.81% 1.994%
43 13.542 3789 3795 3803 rVB2 55031 78811 1.47% 0©.228%
44 13.671 3818 3835 3846 rBV3 146446 312521 5.81% 0.905%
45 13.738 3846 3856 3874 rVV2 652907 1207974 22.47%  3.498%
46 13.828 3874 3884 3894 rVV2 326687 522759 9.72% 1.514%
47 13.976 3916 3930 3943 rBV 3172607 5376587 100.00% 15.568%
48 14.102 3963 3969 3981 rVB5 66459 108601 2.02% 0.314%
49 14.327 4029 4039 4047 rBV 262849 401448 7.47% 1.162%
50 14.381 4047 4056 4069 rVV3 259667 486949 9.06% 1.410%
51 14.442 4069 4075 4095 rVB 184466 302770 5.63% 0.877%
52 14.532 4095 4103 4110 rBV5 54647 86523 1.61% 0.251%
53 14.584 4110 4119 4130 rVB 414671 591806 11.01% 1.714%
54 14.658 4136 4142 4162 rVB9 43763 110032 2.05% 0.319%
55 14.761 4163 4174 4182 rBV 542187 834613 15.52% 2.417%
56 14.851 4195 4202 4209 rBV2 54436 80926 1.51% 0.234%
57 14.899 4210 4217 4229 rVB4 42592 71314 1.33% 0.206%
58 15.188 4296 4307 4321 rVB 1192242 1859238 34.58% 5.384%
59 15.269 4325 4332 4348 rVB 99504 172719 3.21% 0.500%
60 15.365 4349 4362 4367 rBV7 56364 138433 2.57% 0.401%
61 15.410 4367 4376 4383 rVWV 383734 626769 11.66% 1.815%
62 15.452 4383 4389 4407 rVB 184003 313085 5.82% 0.907%
63 15.565 4407 4424 4435 rBV2 111741 278374 5.18% 0.806%
64 15.658 4442 4453 4473 rVB 267633 552189 10.27%  1.599%
65 15.754 4474 4483 4491 rW 58147 97855 1.82% 0.283%
66 15.809 4492 4500 4526 rVB2 78306 189150 3.52% 0.548%
67 15.999 4549 4559 4571 rVB8 33926 67623 1.26% ©0.196%
68 16.118 4587 4596 4606 rVB4 32204 71856 1.34% 0.208%
69 16.204 4613 4623 4640 rVB5 57561 133087 2.48% 0.385%
70 16.394 4672 4682 4694 rBV6 60002 115691 2.15% ©.335%
71 16.831 4801 4818 4830 rVB6 46432 109160 2.03% 0.316%

72 17.018 4866 4876 4898 rBV 207347 331531 6.17%  ©0.960%

Sum of corrected areas: 34535178
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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_U\Data\VU070121\

1 VUe44281.D

: 01 Jul 2021 13:08

: SY/MD

: M2905-13

: 25.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU044281.D\data.ms

4.456
4.642

5.732

6.256

1.604 1.919 2.572 3.591 5.073 6.701

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 6.60
TIC: VU044281.D\data.ms

11.848

9.423
{7340 9g7009

0

Time-->

Abundance

3000000

2500000

2000000

1500000

M o8

9.50

19

10.50

T
9.00

\
10.00

11.00 11.50

TIC: VU044281.D\data.ms

1000000

500000

17.018
16.831 /\
T T ‘ T

17.00

988612045.394
‘ T T ‘ T
16.00 16.50

13.00

T T T ‘ T ‘
13.50 14.00 14.50 15.50 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanal, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.591 1.46 ug/L 102145 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 87
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 72
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
5 Butanal 72 C4H80 000123-72-8 45
Abundance Scan 700 (3.591 min): VU044281.D\data.ms (-683) (-) m/z 42.90 100.00%
42.9
72.0
5000
ERRERRERE S
3.20 3.40 3.60 3.80 4.00
LIl 498329 ‘ %
Ot e e ey e m/z 40.90  82.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl-
43.0
72.0
5000 J\‘T\\H‘HH‘HH’HH‘H
27.0 3.20 3.40 3.60 3.80 4.00
m/z 72.00 57.61%
0 15.0 | \‘ oniil 50-057'0 \
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ T \‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #688: Propanal, 2-methyl-
43.0
R A REARSEREE
3.20 3.40 3.60 3.80 4.00
5000 27.0 72.0 m/z 38.90 37.66%
0 | \‘ 361 | ‘ | 50057\0 | 1y
e R e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #690: Propanal, 2-methyl- /\w‘u“‘u““‘W““‘
43.0 3.20 3.40 3.60 3.80 4.00
m/z 41.90 10.34%
72.0
5000 27.0
0 150 \‘ 36|, 500570 ‘ 1 li_ 1)
s AL e e ey R e R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.456 9.18 ug/L 641057 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 72
4 Butanal 72 C4H80 000123-72-8 64
5 Ethene, ethoxy- 72 C4H80 000109-92-2 49
Abundance Scan 969 (4.456 min): VU044281.D\data.ms (-951) (-) m/z 43.85 100.00%
3.9
72.0
5000
56.9
R e SRR
36 4.20 4.40 4.60 4.80
Ol rrsrprrme e e sttt M/Z 42,90 89.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
44.0
72.0
29.0
5000 L B I L LA B I
57.0 4.20 4.40 4.60 4.80
m/z 40.990 80.33%
15\0 “ 37\1\‘ | Ly i
O \‘HH‘HH‘HH‘HH‘\ T ‘HH‘HH‘H ‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butana
27.0 44.0
R L A RAEEREE
72.0 4.20 4.40 4.60 4.80
5000 m/z 72.00 71.92%
15.0 57.0
“ 371\“ ‘ |
Ot e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal R R R RN h
44.0 4.20 4.40 4.60 4.80
m/z 38.90 45.23%
27.0 72.0
5000
57.0
\‘ 37\#)\‘ | u‘ [y
O trprrrrprrrr e H e e T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Butyl ether Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.603 0.57 ug/L 56805 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl ether 130 C8H180 000142-96-1 53
2 n-Butyl ether 130 C8H180 000142-96-1 52
3 n-Butyl ether 130 C8H180 000142-96-1 50
4 Oxalic acid, bis(isobutyl) ester 202 C1eH1804 1000309-36-8 43
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 43

Abundance Scan 2570 (9.603 min): VU044281.D\data.ms (-2556) (-) m/z 57.00 100.00%

57.0
5000
40.9

87.0
9 50 10 00

‘ 719 ‘ 113.0 1301
HW‘HWH‘WHHMHH_JM_H‘_Hw‘uwu‘quu‘uu_‘u_u‘, 40.90  28.00%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13643: n-Butyl ether
57.0

o

5000
9.50 10.00
41.0 m/z 87.00 19.37%
87.0
0 &) ‘ “ 102.0 130.0
H\‘\\H‘\\H‘H\\‘H\\‘\H\‘H\\‘!\H’\\H‘HH‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13645: n-Butyl ether
57.0 A
950 1000
5000 ITI/Z 56.00 17.36%
41.0
87.0
0 26"\\ Ll \“ 720 ‘ 1020 130.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13644: n-Butyl ether J\“ﬁ
57.0 950 1000

42.85 8.86%

5000
29.0
87.0
14,0 M L 720 102.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 OO

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic9.684 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.684 2.62 ug/L 261018 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 47
2 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HONO2 003437-29-4 43
3 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H1003 080956-52-1 35
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
5 Cyclopentanamine 85 C5H11N 001003-03-8 35

Abundance Scan 2595 (9.684 min): VU044281.D\data.ms (-2579) (-) m/z 55.95 100.00%

56.0
83.0
5000 409
127.0 ST -
9.50 10.00
98.0 ‘
owww\!a‘wuh“wJ“H;wul‘uwumwm“ml‘fﬂz‘:?_ m/z 42.90  66.23%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
41.0
5000 A EANSS
83.0 9.50 10.00
27.0 m/z 83.00 60.24%
M ‘\ “ ly ‘ H‘ | 98\0
O\\‘\\\\‘\\\\‘f\f\“\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #11769: 3,3-Dimethylpyrrolidine-2,5-dione
56.0 /\A
A o
9.50 10.00
5000 41.0 m/z 40.90 50.92%
127.0
99.0
1Lt . Y I
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19517: 4-Ethyl-4-methyl-5-methylene-[1,3]dioxolan-2-on F =
56.0 9.50 10.00
m/z 54.95 34.38%
5000
41.0 700
O “H\ il \‘.w ‘ 9§-0 113'0 142'0
Ve e e T e = 2
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclicl2.047 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.047 1.64 ug/L 882876 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
2 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
3 Nonane, 5-methylene- 140 C1eH20 006795-79-5 33
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 10
5 Cyclopentanamine 85 C5H11N 001003-03-8 9
Abundance Scan 3330 (12.047 min): VU044281.D\data.ms (-3315) (- 55.95 100.00%
56.0
5000 J
97.0 ‘
\‘\ \ o ‘ U0 1430 1710 1200
o e m/z 57.00 42.51%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1471 Cyclobutane, ethyl-
568.0
5000 e
12.00
21.0 m/z 40.90  24.42%
LU e
O\‘\\\\‘\\\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 40 60 80 100 120 140 160
Abundance #6728: 1-Hexene, 2,5-dimethyl-
56.0
T
12.00
5000 m/z 96.95 23.36%
29.0
112.0
) | T W .- R
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #17974: Nonane, 5-methylene- =
56.0 12.00
m/z 54.95 21.20%
- ﬁw/\J\J\f\NVN/V
27.0 ‘
obdl L 830 110 100 i
m/z--> 0 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.102 1.11 ug/L 599206 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68

Abundance Scan 3347 (12.102 min): VU044281.D\data.ms (-3338) (-  m/z 117.00 100.00%

11v.0
5000
91.0
389 629 ‘ 1200 1250
Ol Ll Ml W 2729 7 117,95 57.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8951: Indane
117.0
5000
12 00 12 50
m/z 115.00  32.81%
39.0 63.0 91.0
O\\1\5\?\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8949: Indane
117.0
12.00 12. 50
39.0 53¢ 91.0
o&3‘9»H\_wmHw\wm
m/z--> 20 40 60 100 120 140 160 j\A
Abundance #8973:Benzene,l%ﬁhenyh24neﬂwL A\‘ N R
117.0 12.00 12.50
m/z 118.95 11.99%
5000
91.0 h
39.0 58.0 ‘
Y B R Y W) 0 U e : ‘A
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMUTRO62121WMA.M Tue Jul @06 18:15:37 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.581 0.72 ug/L 390123 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 36
2 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 33
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 27
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Hexanol, 2-(hydroxymethyl)- 132 C7H1602 1000326-00-5 25

Abundance Scan 3496 (12.581 min): VU044281.D\data.ms (-3487) (- m/z 56.00 100.00%

56.0
97.0
5000
‘ \A \
142.9
Dbl ] 0™ e 2 e
O e e TR m/z 96.95 54.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7387: (1S,2S)-(+)-1,2-Diaminocyclohexane
56.0
30.0 97.0
5000 =
12.50
m/z 54.95 39.98%
01 \“i“l‘\\!“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7345: 1,2-Cyclohexanediamine
56.0
U
12.50
5000 97.0 ITI/Z 56.95 39.89%
30.0
01 \“PH!\\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1490: Cyclopropane, propyl- —
56.0 12.50
m/z 40.90 36.50%
5000
27.0
“ ‘ 84.0
Ottt e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.729 0.91 ug/L 491464  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nonanol 144 C9H200 000624-51-1 47
2 3-Hexanol 102 C6H140 000623-37-0 38
3 Butanal, oxime 87 C4H9NO 000110-69-0 35
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 27
5 3-Hexanol 102 CeH140 000623-37-0 25

Abundance Scan 3542 (12.729 min): VU044281.D\data.ms (-3532) (- m/z 59.00 100.00%
59

.0
97.0
5000
40.9
142.9 VA L
“ 79 ‘ | ‘ 171.0 12.50 13.00 )
0 petlfrette L e e m/z 54.95 95.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21107: 3-Nonano
59.0
97.0
5000 — ZAURSE
29.0 12.50 13.00
m/z 96.95 71.48%
ey
O\\\\’\\\\ "\w‘\\’W\\\“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #4415: 3-Hexano
59.0
— .
310 12.50 13.00 .
5000 m/z 72.95 57.04%
84.0
0 e
20 40 6

m/z--> 0 80 100 120 140 160 /\
Abundance #1871: Butanal, oxime \\M‘ L I
59.0 12.50 13.00

m/z 40.90 37.35%

=

5000
27.0

.

|| 87.0
Oh v iy ot e ] LA
miz--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.835 1.01 ug/L 544017 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 38
2 Cyclohexane, azido- 125 C6H11N3 019573-22-9 38
3 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 35
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 35
5 Glycine, N-(2-methyl-1-oxo-2-but... 171 C8H13NO3 055649-53-1 27

Abundance Scan 3575 (12.835 min): VU044281.D\data.ms (-3561) (-  m/z 82.95 100.00%
. 3.0

55.0 83.
5000
129.0
= ==
12.50 13.00
171.1
o u‘!wﬁ??'qu_uhwm_m‘m m/z 54.95 97.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000 = =
12.50 13.00
129.0 m/z 72.95 86.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10767: Cyclohexane, azido-
83.0
55.0 = o
12.50 13.00
5000 m/z 40.90 43.36%
27.0
0 o aesozso
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1278: 1H-Imidazol-2-amine = e
83.0 12.50 13.00
m/z 42.90 42.49%
5000
56.0
oHwm‘Nm‘!‘lem_m_m_m_m‘m = o
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Cyclic13.015 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.015 5.13 ug/L 2763320 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 47
2 Cyclopentanamine 85 C5H11N 001003-03-8 40
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 37
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 36
5 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C10H16NO3 1000115-84-0 36

Abundance Scan 3631 (13.015 min): VU044281.D\data.ms (-3616) (-  m/z 55.95 100.00%
5

8.0
5000
111.0 = fal o ‘ ]‘\
Ol el e e e m/z 56.95 0 43.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11613: Cyclopentane, (1,1-dimethylethyl)-
568.0
5000
13.00
m/z 69.00 29.78%
29.0 111.0
“ ‘ \‘ \‘ | ‘ | 83\.0
O\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1571 Cyclopentanamine
56.0
13.00
5000 ITI/Z 40.90 25.95%
30"0 ‘ 85.0
OHH‘H!‘H“”‘H\ ‘mHH‘\H‘HH‘HH‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3992: Pentane, 2,3-dimethyl- e ‘
56.0 13.00
m/z 54.95 20.72%
5000
29.0
| 1 %e
Y NNRE  E — NU
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.108 4.23 ug/L 2276890 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
2 trans-1,2-Cyclohexanediamine 114 C6H14N2 001121-22-8 33
3 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 33
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 32
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 23

Abundance Scan 3660 (13.108 min): VU044281.D\data.ms (-3646) (- m/z 55.95 100.00%

| f¥A/\j\
5000
97.0
| ‘% 130.9 Le51 13.00 13.50
Ol 68 L L [1570 19510 97,00 37.42%
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
5000
13.00 13.50

m/z 56.95 35.89%

L1830 10
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7368: trans-1,2-Cyclohexanediamine
56.0

o

13.00 13.50
so00] 220 m/z 55.00  32.95%
oo b
m/z--> 0 20 40 80 100 120 140 160 180
Abundance #7345: 1,2—Cyclohexanedlam|ne e s
56.0 13.00 13.50
m/z 40.90  27.95%
5000 97.0
30.0
o_m‘_‘!w “‘1H1_”“_”“””_‘”_m AL p
m/z--> 0 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 2,6-Octadiene, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.262 0.95 ug/L 513769 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Octadiene, 4-methyl- 124 CSH16 074498-94-5 53
2 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 42
3 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 42
4 Trifluoroacetyl-lavandulol 250 C12H17F302 028673-24-7 42
5 1,5-Heptadiene, 3,4-dimethyl- 124 CSH16 1000061-77-9 42

Abundance Scan 3708 (13.262 min): VU044281.D\data.ms (-3691) (- m/z 68.95 100.00%

69.0
5000
42.9 ~\ S
H 9.9 125.0 13.00 13.50
Ol i 207 gL 14801680 s 42,00 25.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10659: 2,6-Octadiene, 4-methyl-
69.0
41.0
5000 Y s
13.00 13.50
m/z 40.90 20.37%
o220 | | g 930 1240
\\\\‘\\\\\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16905: 2,6-Octadiene, 4,5-dimethyl-
69.0
L Ay
13.00 13.50
41.0 o
5000 ITI/Z 124.95 13.47%
o220 || | 89.0 1090 1380
e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #22933: Cyclopentane, bromo- et gt
69.0 13.00 13.50
m/z 54.90 8.20%
41.0
5000
ol 150 Uﬂ 106.0 148.0
e L L L R S e o
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.494 1.28 ug/L 688631 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 64
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 28
3 Tridecane, 7-methylene- 196 C14H28 019780-80-4 28
4 2H-Pyran-2-one, tetrahydro-3,5-d... 128 C7H1202 003290-57-1 17
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 17

Abundance Scan 3780 (13.494 min): VU044281.D\data.ms (-3772) (- m/z 56.00 100.00%
5

6.0
5000 M
111.0
i
145.0
13.50
| ‘ 850 | ] 199.1 ;
O el e et e e m/z 69.00 49.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
13.50
29.0 111.0 m/z 70.90 40.39%
145.0
85.0
O \“ \M‘\ T T \“\‘\ T \“ T \fr‘rw\ | \‘\ T \“1\20\\0‘ T \1\9\?\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0 U\
13.50
5000 m/z 40.90 34.21%
290‘ H850
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58310: Tridecane, 7-methylene-
56.0 13.50
m/z 111.00 33.69%
5000
29.0 83.0 111.0
‘ 196.0
0 S Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08

Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown-©5 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.671 0.58 ug/L 312521 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 43
3 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 37
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 27

6.0

Abundance Scan 3835 (13.671 min): VU044281.D\data.ms (-3818) (-
5

m/z 55.95 100.00%

8
-

5000
97.0 i ‘
130.9 13.50 14.00
U g | 1 28270 o o
Ot e e b e m/z 54.90 47.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
5000
13.50 14.00
m/z 68.95 40.79%
0 (I —{IA \“‘ 95.0 | 1280
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22109: 1,3-Hexanediol, 2-ethyl-
56.0
13.50 14.00
5000 ITI/Z 40.90 36.73%
103.0
29.0
obrer e L dBL0 ] 1200
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22106: 1,3-Hexanediol, 2-ethyl- e =
56.0 13.50 14.00
m/z 56.95 35.65%
5000
29.0 ‘ ‘ 5 103.0
P 1 Y P R eonn L
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.738 2.24 ug/L 1207970 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decanol 158 C10H220 002051-31-2 38
2 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 35
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 27
4 Cyclopropanemethanol, 2,2,3,3-te... 128 C8H160 002415-96-5 25
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 25

Abundance Scan 3856 (13.738 min): VU044281.D\data.ms (-3846) (- m/z 72.95 100.00%
3.0

97.0
5000
42.9
143.0
‘h‘ | ‘ | 1851 13.50 1400
0“w“u‘muﬂw‘M‘H‘w“u,u‘w‘H“H‘W‘H‘_“W‘H m/z 54.95 97.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29590: 4-Decano
53.0
5000
97.0 13.50 14.00
m/z 96.95 62.15%
29.0
O \\\‘\M‘\\“‘H\‘\\!“‘\\“w‘\‘\\\\“\\1‘\’\\]\-4?.10\.\0\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0
13.50 14.00
5000 5.0 m/z 42.90  35.30%
‘H‘H““‘W‘H““w“H,‘H‘_“W‘H“H“_‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7506: 2-Methyl-5-hexen-3-ol D =
73.0 13.50 14.00
m/z 40.90  28.02%
43.0
5000
om_‘lhu‘;\“M‘_u‘uwWm,‘m_m_m‘wwwu S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown-07 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.828 0.97 ug/L 522759 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 46
2 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 43
3 Cyclobutane, butyl- 112 C8H16 013152-44-8 43
4 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 43
5 1-Octene, 7-methyl- 126 C9H18 013151-06-9 43
Abundance Scan 3884 (13.828 min): VU044281.D\data.ms (-3874) (- m/z 55.95 100.00%
56.0
5000 A
111.0 N AL
‘ | 82.9 ‘ 1310 1569 13.50 14.00
0“‘H‘M\‘NW‘UMVM“W“\q‘lt‘pu‘J‘H“‘MH““ m/z 68.95 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
5000
13.50 14.00
m/z 54.95 52.58%
0 I wlll, \“‘ 95.0 | 1280
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6810: Cyclobutane, 1,2-diethyl-, trans-
56.0
- =
13.50 14.00
5000 m/z 72.95 39.07%
27.0
84.0
o bl Ll a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6663: Cyclobutane, butyl-
56.0 13.50 14.00
m/z 40.90 37.27%
50001 27.0
84.0
0 “‘ ‘\‘ 112.0

! o= =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08

Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Cyanic acid, ethyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.976 9.98 ug/L 5376590 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402

2 Cyanic acid, ethyl ester 71 C3H5NO
3 Urea, N,N'-di-2-propenyl- 140 C7H12N20
4 Pentane, 2,3-dimethyl- 100 C7H16
5 Decane, 4-methylene- 154 C11H22
Abundance Scan 3930 (13.976 min): VU044281.D\data.ms (-3916) (-
56.0
5000
111.0
145.0
o L) s 1600 1991
A o B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
29.0 ‘ 111.0 145
85.0 :
O\\\\‘\M‘\\“w\\‘\\\‘\‘f!f{f\f!‘f!“\\[!‘\\f“]-\zo\\o‘f\]\_g\‘g\o\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #600: Cyanic acid, ethyl ester
29.0
56.0
5000
0“H‘ﬂ‘uym“"Nm"‘H“‘H“‘H“‘H“‘H“H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18264: Urea, N,N'-di-2-propenyl-
56.0
5000
30.0
0 ‘\‘\ ‘m Ll 85‘0 i 111.0 140.0
R e AR AR RE R
m/z--> 20 40 60 80 100 120 140 160 180 200

SFAMUTRO62121WMA.M Tue Jul @06 18:15:48 2021

006413-83-8 90
000627-48-5 52
001801-72-5 35
000565-59-3 33
024949-41-5 25

m/z 56.00 100.00%
A J\

14.00
m/z 70.95 41.63%

=

A

ol

14. 00
56.95 34.66%

14. 00
54.95 33.25%

il

1400

68.95  32.79%

e

14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Cyclohexanone, 2-methyl-5-(... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.327 0.74 ug/L 401448 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 92
2 Tetrahydrocarvone 154 C10H180 000499-70-7 58
3 Tetrahydrocarvone 154 C10H180 000499-70-7 50
4 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 38
5 4a(2H)-Naphthalenol, octahydro-,... 154 C1@H180 001654-87-1 38

Abundance Scan 4039 (14.327 min): VU044281.D\data.ms (-4029) (- m/z 54.90 100.00%

54.9
111.0
5000
83.0 154.0 = T
‘ ‘ H 14.00 14.50
0 el L L1798 11,00 72.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
55.0 111.0
5000
14.00 14.50
83.0 154.0 m/z 68.90  65.46%
O\\\‘\\S\G\. ”'1350
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26679: Tetrahydrocarvone
111.0
55.0 14.00 14.50
5000 ITI/Z 40.90 58.32%
83.0 154.0
27.0 ‘
P 5 PR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26681: Tetrahydrocarvone = T
55.0 14.00 14.50
m/z 95.95 25.84%
111.0 /
5000
27.0
‘ ‘ 83.0 154.0
om_l‘w "M‘,Jm“,“‘1”‘1‘_“1‘_1‘34"9”““””_‘ s A
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

SFAMUTRO62121WMA.M Tue Jul 06 18:15:48 2021 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknown-08 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.381 0.90 ug/L 486949 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 49
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 46
3 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 38
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30

Abundance Scan 4056 (14.381 min): VU044281.D\data.ms (-4047) (-  m/z 111.00 100.00%

54.9 111.0
5000
139.0
83.0 ! 14.00 14.50
0 el 828 /7 5490 97.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26800: 3-Isopropyl-5-methyl-hex-4-en-2-one
69.0 111.0
5000
43.0 14.00 14.50
m/z 68.90  83.31%
0 \\\‘\‘\‘\\‘i‘\\‘\‘\‘“\“\‘\\““‘\9\1\-9’\\!\‘\\]\_3\?.\0\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
14.00 14.50
5000 41.0 m/z 40.90  69.58%
o150 | Ul by et |
e i T e I
miz-> 20 40 60 80 100 120 140 160 180
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)- P B
55.0 111.0 14.00 14.50
m/z 55.95 50.65%
5000
83.0 154.0
ol 3. Al asso N
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 unknown-09 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.442 0.56 ug/L 302770 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 43
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
3 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 37
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 25
5 (S)-3,4-Dimethylpentanol 116 C7H160 1000143-83-9 17
Abundance Scan 4075 (14.442 min): VU044281.D\data.ms (-4069) (- m/z 56.00 100.00%
56.0
5000
111.0 1570 e
L]
bl b ML L1828 L 2P m/z 69.00  55.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000
14.50
m/z 70.95 42.60%
20.0 85.0
TORN [ \‘ | 1290
0 H\‘\M\“\H‘ ‘H‘\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
e
14.50
5000 m/z 56.95 35.09%
0 Il \“‘ 95.0 | 1280
R e e B R R S B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #600: Cyanic acid, ethyl ester Ay
29.0 14.50
m/z 40.90  33.24%
56.0
5000
O"wﬂH‘m‘H‘HHW‘H‘M“W‘H‘M‘H‘H‘W‘H‘M‘H e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Neopentyl glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.584 1.10 ug/L 591806 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 50
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 45
3 Neopentyl glycol 104 C5H1202 000126-30-7 38
4 Neopentyl glycol 104 C5H1202 000126-30-7 33
5 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 32

Abundance Scan 4119 (14.584 min): VU044281.D\data.ms (-4110) (- m/z 55.95 100.00%

56.0
5000
111.0
‘ 157.0 14.50
85.0 199.1 :
o‘u“u‘ﬂw‘mh‘uupm‘up‘uw4???k‘k_“w“uqu“ m/z 72.95 79.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4757 Neopentyl glycol
568.0
5000
14.50
m/z 54.95 77.86%
31.0 ‘ ‘ 86.0
O\\\\‘\\“\\“\‘\\ “\\‘“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
T 7 \
14.50
5000 ITI/Z 69.00 61.65%
29.0 111.0
145.0
0 g0 |0 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4756: Neopentyl glycol T
56.0 14.50
m/z 40.90 39.71%
5000
31.0
\‘ L Lsso
O e e e —T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 unknown-10 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.761 1.55 ug/L 834613 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanol-4 172 C11H240 004272-06-4 35
2 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 35
3 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 33
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 32
5 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 25

Abundance Scan 4174 (14.761 min): VU044281.D\data.ms (-4163) (- m/z 55.95 100.00%

56.0
5000
111.0
157.0 — ——
84.9 ‘ 199.0 14.50 15.00
YN J“‘ Al w}um"J?ST“""S%Hu‘mwm“m‘ m/z 54.95 86.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39782: Undecanol-4
55.0
5000 T T T T T T
14.50 15.00
29.0 111.0 m/z 69.00  78.80%
83.0 ‘ 154.0
O' ‘\“}‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18072: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69.0
—F T
111.0 14.50 15.00
5000 ITI/Z 72.95 78.79%
41.0
) S0 e T N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4482: (S)-(+)-3-Methyl-1-pentanol T T
56.0 14.50 15.00
m/z 40.90 45.52%
5000
29.0 84.0
o“‘_JLAM‘n"W‘ym“_“W“H“H“H“_“W“H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 unknown-11 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.188 3.45 ug/L 1859240 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Amino-2-cyclohexenone 111 C6HINO 005220-49-5 38
2 t-Butyl cyclohexaneperoxycarboxy... 200 C11H2003 020396-49-0 35
3 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 35
4 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 35
5 Cyclohexanecarboxylic acid, (1H-... 195 C8H13N50 1000310-78-1 35

Abundance Scan 4307 (15.188 min): VU044281.D\data.ms (-4296) (-  m/z 125.00 100.00%

83.0 125.0
55.0
5000
167.1 R L
‘ 15.00 15.50
0ol el L L 11960 0y s 83 60 91.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6115: 3-Amino-2-cyclohexenone
83.0
111.0
5000 520 T T T T
15.00 15.50
m/z 54.95 68.21%
27.0m ‘
0 \H‘\“H\‘ ‘}\‘M‘\“1\\i1H\‘\\}\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60971: t-Butyl cyclohexaneperoxycarboxylate
83.0
111.0 P —
15.00 15.50
5000 5.0 m/z 40.90  55.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6085: 5-Amino-1-ethylpyrazole = 7
83.0 15.00 15.50
m/z 69.00 47.10%
5000 111.0
28.0 54.0
o‘Mu\!\mwt‘!\‘w‘»Jm‘:H1_m_Ww_ww_m (S A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 2-(Butyliden-2-one)tetrahyd... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.410 1.16 ug/L 626769 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 50
2 2,4-Diamino-1,3,5-triazine 111 C3H5N5 000504-08-5 50
3 3,3-Diisopropyl-1-(2,2,2-trifluo... 251 C11H16F3NO2 1000305-99-5 38
4 3,3-Diisopropylazetidin-2,4-dione 169 C9H15N02 1000305-99-3 36
5 Propanenitrile, 3-(ethylpropylam... 140 C8H16N2 055619-10-8 9

Abundance Scan 4376 (15.410 min): VU044281.D\data.ms (-4367) (-  m/z 110.95 100.00%

111.0
5000
‘ 55"0 b0 140.0 1550
Obrerrrerrbrh 830 A L1821 h/z 55.00  17.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18455: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0
5000 T
15.50
29.0 m/z 40.90 13.60%
“ ‘ 140.0
O\H\‘\\‘\\“h‘\\w”‘\‘\\H\‘\“\\\“\\1‘\‘H\\‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘H\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #6042: 2,4-Diamino-1,3,5-triazine
111.0
P
15.50
5000 ITI/Z 140.00 11.73%
43.0
70.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #102817: 3,3-Diisopropyl-1-(2,2,2-trifluoroethyl)azetidin-2 {J% —r
111.0 15.50
m/z 68.95 11.07%
5000
55.0 83.0
Lol 1620 2040 51
e R e e e e e —7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 26 unknown-12 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.452 0.58 ug/L 313085 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 64
2 1-Aminocyclopropanecarboxylic ac... 156 C7H12N202 1000375-50-8 45
3 3,3-Diisopropyl-1-(2,2,2-trifluo... 251 C11H16F3NO2 1000305-99-5 45
4 Oxazole, 4-hexyl-2,5-dimethyl- 181 C11H19NO 020662-86-6 39
5 2,4-Diamino-1,3,5-triazine 111 C3H5N5 000504-08-5 39

Abundance Scan 4389 (15.452 min): VU044281.D\data.ms (-4383) (-  m/z 111.00 100.00%

111.0
5000
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‘ ‘ 83.0 140.0 15.50
Obrer et o2 0 e b 1820 m/z s4.90  17.50%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #18455: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0
5000 T
15.50
29.0 m/z 40.90 13.90%
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28706: 1-Aminocyclopropanecarboxylic acid, N-dimethy
111.0
P
15.50
m/z 68.90 11.33%
5000 42.0
83.0
L S S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102817: 3,3-Diisopropyl-1-(2,2,2-trifluoroethyl)azetidin-2 e
111.0 15.50
m/z 140.00 10.48%
5000
55.0 83.0
ol w0 2000 e
RaEs L aa A AR ARSRARRARRAEERSS e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 27 2H-Pyran-2-carboxaldehyde, ... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

15.565 0.52 ug/L 278374 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran-2-carboxaldehyde, 3,4-d... 140 C8H1202 001920-21-4 64
2 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
3 3-Aminopyrazine 1l-oxide 111 C4H5N30 006863-77-0 50
4 Propan-2-ol, 1-[(5-methylthiophe... 185 C9H15NOS 1000316-97-1 50

5 1,2,5-Oxadiazole, 3,4-bis(2-thie... 320 C12H8N403S2 1000294-18-8 50

Abundance Scan 4424 (15.565 min): VU044281.D\data.ms (-4407) (- m/z 110.95 100.00%

111.0
5000
55.0 — :
‘ ‘ ‘ 82.9 1400 15.50
Oberrerreetenth o il | 1670 2068 1 sc 0p  25.22%
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Abundance #18533: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-2,5-din
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Abundance #6053: 4-Amino-6-hydroxypyrimidine
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7 ‘
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41.0 ‘ H
) e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6048: 3-Aminopyrazine 1-oxide o I
111.0 15.50
m/z 140.00 12.88%
) jkkJKJ\ka\
28.0 68.0
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m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 28 1-(2-Thienyl)-1-propanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.658 1.02 ug/L 552189 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Thienyl)-1-propanone 140 C7H80S 013679-75-9 64
2 Isocytosine 111 C4H5N30 000108-53-2 59
3 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 58
4 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 50

5 3,3-Diisopropyl-1-(2,2,2-trifluo... 251 C11H16F3NO2 1000305-99-5 42

Abundance Scan 4453 (15.658 min): VU044281.D\data.ms (-4442) (- m/z 110.95 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44281.D

Acq On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 2,5-Dibutoxy-2,5-dihydrofuran Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
17.018 0.62 ug/L 331531 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dibutoxy-2,5-dihydrofuran 214 C12H2203 020295-23-2 53
2 2-Propanone, dibutylhydrazone 184 C11H24N2 067660-52-0 35
3 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S 007390-56-9 35
4 trans-2-Hexenyl valerate 184 C11H2002 056922-74-8 27
5 2,5-Difluorobenzoic acid, 4-trid... 340 C20H30F202 1000338-47-5 22

Abundance Scan 4876 (17.018 min): VU044281.D\data.ms (-4866) (- m/z 84.95 100.00%

830 1410
50001 450
183.0 -

17.00
240.1
0 ‘H_‘H_HWNNWHHA‘H_HW‘HWHHM%gﬁf m/z 141.00  83.77%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #72484: 2,5-Dibutoxy-2,5-dihydrofuran
85.0
141.0
5000

17.00

m/z 57.00 77.24%

29.0
”Ww”“”MJ”“M”h”W””w‘”P”W””%%ﬁR”W””P”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48599: 2-Propanone, dibutylhydrazone
141.0

o

1700
56.0 85.0
27,0 184.0
0! Hhh,‘JH‘lhH‘H‘w‘Hw“H‘,"H‘!uH_ww,w,ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #18864: 4-Amino-5-methyl-2(1H)-pyrimidinethione
141.0 1700

m/z 40.90  38.13%

83.0
5000
54.0
15.0] | Hm \ 120 |

B8O bl b B2 e
miz--> 20 40 60 80 100120140160180200220240260280 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44281.D

Acqg On : 01 Jul 2021 13:08
Operator : SY/MD

Sample : M2905-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propanal, 2-met... 3.591 1.5 ug/L 102145 1 6.256 349144 5.0
Butanal 4.456 9.2 ug/L 641057 1 6.256 349144 5.0
n-Butyl ether 9.603 0.6 ug/L 56805 2 9.423 498665 5.0
(DEL) Alkane: C... 9.684 2.6 ug/L 261018 2 9.423 498665 5.0
(DEL) Alkane: C... 12.047 1.6 ug/L 882876 3 11.819 2694530 5.0
Indane 12.102 1.1 ug/L 599206 3 11.819 2694530 5.0
unknown-01 12.581 0.7 ug/L 390123 3 11.819 2694530 5.0
unknown-02 12.729 0.9 ug/L 491464 3 11.819 2694530 5.0
unknown-03 12.835 1.0 ug/L 544017 3 11.819 2694530 5.0
(DEL) Alkane: C... 13.015 5.1 ug/L 2763320 3 11.819 2694530 5.0
unknown-04 13.108 4.2 ug/L 2276890 3 11.819 2694530 5.0
2,6-Octadiene, ... 13.262 0.9 ug/L 513769 3 11.819 2694530 5.0
2,4-Dipropyl-5-... 13.494 1.3 ug/L 688631 3 11.819 2694530 5.0
unknown-05 13.671 0.6 ug/L 312521 3 11.819 2694530 5.0
unknown-06 13.738 2.2 ug/L 1207970 3 11.819 2694530 5.0
unknown-07 13.828 1.0 ug/L 522759 3 11.819 2694530 5.0
Cyanic acid, et... 13.976 10.0 wug/L 5376590 3 11.819 2694530 5.0
Cyclohexanone, ... 14.327 0.7 wug/L 401448 3 11.819 2694530 5.0
unknown-08 14.381 0.9 ug/L 486949 3 11.819 2694530 5.0
unknown-09 14.442 0.6 ug/L 302770 3 11.819 2694530 5.0
Neopentyl glycol 14.584 1.1 ug/L 591806 3 11.819 2694530 5.0
unknown-10 14.761 1.6 ug/L 834613 3 11.819 2694530 5.0
unknown-11 15.188 3.5 ug/L 1859240 3 11.819 2694530 5.0
2-(Butyliden-2-... 15.410 1.2 ug/L 626769 3 11.819 2694530 5.0
unknown-12 15.452 0.6 ug/L 313085 3 11.819 2694530 5.0
2H-Pyran-2-carb... 15.565 0.5 wug/L 278374 3 11.819 2694530 5.0
1-(2-Thienyl)-1... 15.658 1.0 ug/L 552189 3 11.819 2694530 5.0
2,5-Dibutoxy-2,... 17.018 0.6 ug/L 331531 3 11.819 2694530 5.0
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