LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44289.D

Acqg On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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@44289.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.539 52 62 63 rBv4 4306 6866 1.11% 0.106%
2 1.604 75 82 92 rBvV 47251 52994 8.54% 0.821%
3 1.919 174 180 191 rVB 47640 59874 9.65% 0.927%
4 2.575 368 384 401 rBV 90006 151113 24.36% 2.341%
5 4.459 957 970 984 rBV4 8383 21810 3.52% 0.338%
6 4.642 1010 1027 1063 rBV 74287 243283 39.23% 3.769%
7 5.073 1143 1161 1178 rBV 92493 204785 33.02% 3.172%
8 5.732 1345 1366 1389 rBV3 182936 481645 77.66%  7.461%
9 6.256 1516 1529 1554 rVB 177741 333735 53.81% 5.170%
106 6.700 1653 1667 1683 rBV 118087 229038 36.93%  3.548%
11  7.571 1925 1938 1955 rBV 62106 110608 17.83% 1.713%
12 7.799 2002 2009 2024 rVB2 4083 7227 1.17% 0.112%
13 7.906 2029 2042 2058 rBV 231832 406145 65.49% 6.291%
14 7.976 2058 2064 2076 rVB3 4196 7240  1.17% 0.112%
15 8.185 2117 2129 2155 rBV 40663 77031 12.42% 1.193%

16  8.642 2255 2271 2300 rBV 316086 620209 100.00%
17  9.423 2491 2514 2539 rBV 247955 419505 67.64%
18 10.764 2920 2931 2944 rVB 95346 152544 24.60%

OO NGOV
w
(=)}
w
R

19 11.018 2998 3010 3022 rVB5 7733 16458 2.65% 255%
20 11.098 3026 3035 3046 rVV5 10045 16566  2.67% 257%
21 11.166 3049 3056 3066 rVVv8 4994 8215 1.32% ©.127%
22 11.237 3069 3078 3091 rVV2 15263 23497 3.79% 0.364%
23 11.471 3141 3151 3164 rVB 11099 19065 3.07% ©.295%
24 11.561 3168 3179 3188 rBV2 7957 13928 2.25% 0.216%
25 11.645 3188 3205 3220 rBV 74178 119295 19.23%  1.848%
26 11.815 3244 3258 3278 rVB3 286250 545865 88.01%  8.456%
27 11.986 3303 3311 3322 rBV3 10149 15440  2.49% 0.239%
28 12.050 3323 3331 3339 rVB3 6266 9877 1.59% ©.153%
29 12.102 3339 3347 3356 rBV7 6411 10576 1.71% 0.164%
30 12.198 3364 3377 3390 rBV = 247639 410124 66.13% 6.353%
31 12.487 3450 3467 3476 rBV2 32296 67354 10.86% 1.043%
32 12.719 3531 3539 3548 rVB2 5995 11734 1.89% 0.182%
33 12.835 3561 3575 3581 rBV1eo 5384 11639 1.88% 0.180%
34 12.947 3601 3610 3616 rBV9 6129 9319 1.50% 0.144%
35 12.992 3616 3624 3629 rBV2 13650 22836 3.68% 0.354%
36 13.108 3649 3660 3667 rBV5 9785 18036 2.91% 0.279%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44289.D

Acqg On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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 13.240 3696 3701 3715 rVB5 3361 6761 1.09% 0.105%
38 13.343 3723 3733 3742 rBV3 16490 30614 4.94% 0.474%
39 13.410 3744 3754 3765 rVB 81384 126961 20.47% 1.967%
40 13.520 3782 3788 3804 rVB 11319 19912 3.21% ©.308%
41 13.738 3850 3856 3864 rBv8 4543 6875 1.11% 0.106%
42 13.938 3909 3918 3922 rBV5 8638 13323 2.15% 0.206%
43 13.979 3923 3931 3941 rVB7 21361 40751 6.57% 0.631%
44 14.089 3958 3965 3975 rVB4 13705 22596 3.64% 0.350%
45 14.153 3977 3985 3993 rBV3 18949 31347 5.05% 0.486%
46 14.327 4031 4039 4047 rBV8 9911 15614 2.52% 0.242%
47 14.378 4048 4055 4071 rVB7 11666 22226 3.58% 0.344%
48 14.536 4098 4104 4113 rBVi1e 4755 6482 1.05% 0.100%
49 14.584 4113 4119 4127 rVB3 7006 8869 1.43% 0.137%
50 14.655 4135 4141 4150 rBV3 4488 7765 1.25% 0.120%
51 14.712 4150 4159 4168 rVV 24503 43087 6.95% 0.667%
52 14.757 4169 4173 4180 rVB4 8546 11364 1.83% 0.176%
53 14.851 4196 4202 4210 rVB1o 4847 6883 1.11% 0.107%
54 14.960 4227 4236 4245 rBV2 14900 25298 4.08% 0.392%
55 15.134 4282 4290 4298 rBV7 14633 25402 4.10% 0.393%
56 15.188 4298 4307 4315 rVV3 48221 82491 13.30% 1.278%
57 15.227 4315 4319 4328 rVB2 12950 18178 2.93% 0.282%
58 15.410 4366 4376 4385 rBV 116239 185002 29.83% 2.866%
59 15.564 4408 4424 4435 rVB4 11335 27372 4.41% 0.424%
60 15.658 4443 4453 4459 rBV2 28128 47901 7.72% 0.742%
61 15.751 4473 4482 4491 rBV2 13884 25445 4.10% 0.394%
62 15.809 4495 4500 4505 rVB3 7659 10035 1.62% 0.155%
63 16.002 4552 4560 4570 rVB6 12038 19984  3.22% 0.310%
64 16.072 4574 4582 4584 rBV6 5995 7425 1.20% ©0.115%
65 16.111 4586 4594 4614 rVB3 42046 91050 14.68% 1.410%
66 16.198 4615 4621 4629 rBV9 4943 8481 1.37% 0.131%
67 16.269 4637 4643 4653 rVB3 5623 8015 1.29% 0.124%
68 16.394 4672 4682 4696 rBV6 16973 43028 6.94% 0.667%
69 16.671 4763 4768 4774 rBV8 6501 8244 1.33% 0.128%
70 16.818 4802 4814 4828 rVB7 17270 38015 6.13% ©0.589%
71 16.944 4840 4853 4863 rBV6 11308 22928 3.70%  0.355%
72 17.018 4866 4876 4890 rBV 224168 341395 55.05% 5.288%
73 17.166 4915 4922 4935 rVB9 9930 16974 2.74% 0.263%
74 17.236 4937 4944 4950 rBV6 8322 11616 1.87% ©0.180%
75 17.442 5000 5008 5024 rVB6 14028 34353 5.54% 0.532%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44289.D

Acqg On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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
Sum of corrected areas: 6455538
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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 VUe44289.D

: 01 Jul 2021 16:26

: SY/MD

: M2905-22

: 25.0mL/MSVOA_U/WATER
17

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
300000

250000

200000

150000

100000

50000

0

TIC: VU044289.D\data.ms

5.732

6.256

6.70(

2.575 5.073

4.642
1.604 1.919

15 4.459

Time-->
Abundance

300000

250000

200000

150000

100000

50000

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: VU044289.D\data.ms

8.642

11.815

9.423 121

7.906

10.764

11.645
7.571

8.185

14478 802

0
Time-->
Abundance

300000

250000

200000

150000

100000

50000

7,799,976 11104

1y
I T
11.00

12.00

T — I
9.00 9.50 10.00
TIC: VU044289.D\data.ms

\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.645 1.09 ug/L 119295 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 95
2 Cyclohexene, 1-methyl-4-(1-methy... 138 C1@H18 005502-88-5 93
3 Cyclohexene, 1-methyl-4-(1-methy... 138 C10OH18 005502-88-5 91
4 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 91
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 87
Abundance Scan 3205 (11.645 min): VU044289.D\data.ms (-3188) (- m/z 95.00 100.00%
95.0
67.0
5000
40.9 81.0 138.0
123.0 Lol R
T S
oH‘ww\uwmwmWw e e e m/z 66.95 54.78%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16999: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-
95.0
67.0
5000 e ST
81.0 11.50 12.00
41.0 138.0 m/z 68.00 44 .07%
‘ 10001230
OH‘H\\‘\\H‘“‘\H‘\‘H\‘\\H“H\‘\“!H\“\‘1!\‘\\\\‘;\\\’\‘\H‘\H\“\H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #16983: Cyclohexene, 1-methyl-4-(1-methylethyl)-
95.0
—— ——
68.0 11.50 12.00
5000 m/z 138.00 27.24%
41.0
27.0
Ly =
PN T L
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #16982: Cyclohexene, 1-methyl-4-(1-methylethyl)- A e
95.0 11.50 12.00
m/z 40.85 27.23%
68.0
5000
27.0 4L.0
138.0
‘ ‘ 123.0 ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 3 Cyclohexanone, 3,3,5-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.487 0.62 ug/L 67354 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
5 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 53

Abundance Scan 3467 (12.487 min): VU044289.D\data.ms (-3450) (- m/z 82.95 100.00%
3.0

5000
54.9
140.0 : SRR
114 202.0 12:50
Ol o B2 L 202 m/z 68.90  49.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 LN
55.0 12.50
140.0 m/z 54.99  35.25%
290‘
O TTTT ‘ \U\ \‘i”\\\‘\“ \‘\‘\\“\“\ T }M‘J\-}\Z\.‘O\‘\\\“\ T \\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
e
12.50
5000 ITI/Z 55.90 29.96%
55.0
270 140.0
brrplorloll e 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl- AAE
83.0 12.50
m/z 40.90 28.07%
5000 55.0
21.0 140.0
ol A iz L -
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@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.410 1.16 ug/L 126961 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-93-7 91
2 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-95-9 87
3 Cyclooctane, methoxy- 142 C9H180 013213-32-6 49
4 3-Cyclopentylpropionic acid, 2-t... 226 C13H2203 1000293-46-9 47
5 1-Hexadecen-3-0l, 3,5,11,15-tetr... 296 C20H400 1000262-55-5 47

Abundance Scan 3754 (13.410 min): VU044289.D\data.ms (-3744) (- m/z 70.90 100.00%

7.9
5000 42.9
98.0

‘ | H 123.0 141.0 13.50
““““‘JJ“““M‘wu“‘;u“ b w/z 42.98  46.34%

m/z--> 20 80 100 120 140 160
Abundance #28361: Cyclohexanol, 1-methyl-4-(1-methylethyl)-, trans
71.0

?

o

5000
43.0 98.0 1350
- 123.0 141.0 m/z 40.90  21.27%
o i A Wl L aste
miz--> 40 80 100 120 140 160
Abundance #28358:Cyd0hexanm,14nemyh4{14nemykﬁhwy,cs—
71.0
1350
5000 m/z 97.95 20.41%
430 98.0
27.0 ‘ 123.0 141.0
o“"“\“‘ﬂﬂ‘Jm!‘JJ“MH‘H”“L“‘”M‘¥QKQ
miz--> 80 100 120 140 160
Abundance #19985: Cyclooctane, methoxy-
71.0 13 50

m/z 94.95 15.31%

5000
41.0
‘ 1100 A\
0 NI N il ﬁV L, 126.0142.0 f\ 2y MY

m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 wunknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.188 0.76 ug/L 82491 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 35
2 Cyclohexanecarbothioic acid, S-m... 158 C8H140S 035377-82-3 35
3 Pyrimidine, 2,4,5-triamino- 125 C4H7N5 003546-50-7 35
4 t-Butyl cyclohexaneperoxycarboxy... 200 C11H2003 020396-49-0 35
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 27

Abundance Scan 4307 (15.188 min): VU044289.D\data.ms (-4298) (- m/z 125.00 100.00%

82.9 125.0 '
54.9
5000
167.0 1500 1550
106{9 148.9 ‘ : =
0 i el m/z 82.90 89.62%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #27705: Cyclohexanecarboxylic acid, ethenyl ester

83.0
55.0
5000 s S
111.0 15.00 15.50
m/z 54.90 71.67%
29.0
ol M A1 120.0 154.0
‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30117: Cyclohexanecarbothioic acid, S-methyl ester

é

83.0
55.0 ‘
15.00 15.50
5000 111.0 m/z 40.90 53.21%
27.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10747: Pyrimidine, 2,4,5-triamino- — —
125.0 15.00 15.50
m/z 68.90 47.22%
5000
43.0
OMMHN%\
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 3,3-Diisopropyl-1-(2,2,2-tr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.410 1.69 ug/L 185002 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Diisopropyl-1-(2,2,2-trifluo... 251 C11H16F3NO2 1000305-99-5 53
2 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 45
3 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 42
4 2-Thiophenecarboxylic acid, 2-me... 186 C8H1003S 1000330-98-8 40
5 2H-Pyran-2-carboxaldehyde, 3,4-d... 140 C8H1202 001920-21-4 39

Abundance Scan 4376 (15.410 min): VU044289.D\data.ms (-4366) (-  m/z 110.95 100.00%

111.0
5000
54.9
‘ 829 140.0 15.50
- m“w b S ) 16702089 L, 5400 19.32%
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
111.0
5000 L
15.50
550 830 m/z 40.90  14.48%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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
e
15.50
5000 ITI/Z 68.95 12.39%
29.0
H ‘ ‘ 140.0
0 _‘MNMWW_‘wah‘HHVW"H‘H“W‘H“H‘_“W‘H“H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11263: Silane, 1-butynyltrimethyl- —
111.0 15.50

m/z 140.00  11.93%

5000
83.0
43.0
0 TR M A ﬁ\ﬁ”ﬂ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50

BN
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 2-Cyclohexen-1-one, 3,5-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.111 0.83 ug/L 91050 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 53
2 Isophorone 138 C9H140 000078-59-1 47
3 Betazole 111 C5HON3 000105-20-4 43
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 40
5 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 40
Abundance Scan 4594 (16.111 min): VU044289.D\data.ms (-4586) (-  m/z 81.90 100.00%
81.9
5000
40.9 108.9 180.0 P M
[ | \' | 13791589 | 2040 P 2
Ottt e LS9 TS m/z 180.00 15.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl-
82.0
5000 U
39.0 16.00 16.50
% 124.0 m/z 40.90 14.56%
0 ‘\‘”‘\\‘i“u“{‘\:l‘nwou\”‘H\H\’\\‘\\‘!H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17513: Isophorone
82.0
—— —
16.00 16.50
5000 m/z 108.90 12.43%
39.0 138.0
Ly “ \\‘\ L) 11100,
Ottt b S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6079: Betazole MVYW? s
82.0 16.00 16.50
m/z 38.90 11.85%
30.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070121\
Data File : VU@44289.D

Acq On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.018 3.13 ug/L 341395 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S 007390-56-9 35
2 2-Propanone, dibutylhydrazone 184 C11H24N2 067660-52-0 27
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 27
4 2-Methylbutanoic anhydride 186 C10H1803 001468-39-9 22
5 2,5-Difluorobenzoic acid, 5-tetr... 354 C21H32F202 1000338-48-1 22

Abundance Scan 4876 (17.018 min): VU044289.D\data.ms (-4866) (- m/z 84.95 100.00%

85.0
57.0 141.0
5000
183.1 L
17.00
2401
O bl ol 299, Ll 208.9 m/z 141.00  84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #18864: 4-Amino-5-methyl-2(1H)-pyrimidinethione
141.0
83.0
5000
1700
28,0 54.0 m/z 56.95 79.32%
" ‘ 113.0
O\\\‘\‘\\\“‘\\ i\\\\‘\\\\‘\\\‘\‘\\\\‘h\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48599: 2-Propanone, dibutylhydrazone
141.0
T
1700
5000 85.0 ITI/Z 82.90 67.21%
29.0 56.0
H 184.0
P 0 = RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78608: Sulfurous acid, butyl hexyl ester ‘
57.0 85.0 1700
m/z 40.90 38.51%
5000
29.0
0 “ LI, H 1l Hh 1390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70121\
Data File : VU@44289.D

Acqg On : 01 Jul 2021 16:26
Operator : SY/MD

Sample : M2905-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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|
Cyclohexene, 1-... 11.645 1.1 ug/L 119295 3 11.819 545865 5.0
Cyclohexanone, ... 12.487 0.6 ug/L 67354 3 11.819 545865 5.0
Cyclohexanol, 1... 13.410 1.2 ug/L 126961 3 11.819 545865 5.0
unknown-01 15.188 0.8 ug/L 82491 3 11.819 545865 5.0
3,3-Diisopropyl... 15.410 1.7 ug/L 185002 3 11.819 545865 5.0
2-Cyclohexen-1-... 16.111 0.8 ug/L 91050 3 11.819 545865 5.0
unknown-02 17.018 3.1 ug/L 341395 3 11.819 545865 5.0
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