LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@44267.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.591 69 78 98 rBV3 211619 405373 1.65% ©0.338%
2 2.568 367 382 402 rBv2 132939 292427 1.19% 0.244%
3 3.591 684 700 724 rBV2 131002 346277 1.41% 0.288%
4 4.459 950 970 1016 rBV 893842 2522488 10.25% 2.101%
5 5.732 1345 1366 1374 rBV2 190470 497186 2.92% 0.414%
6 5.780 1374 1381 1399 rVB 200959 411661 1.67% 0.343%
7 6.256 1515 1529 1541 rBV 186047 352765 1.43% 0.294%
8 7.902 2031 2041 2057 rVB 241909 412708 1.68% 0.344%
9 8.198 2119 2133 2150 rBV3 142236 397544 1.61% 0.331%
10 8.639 2253 2270 2292 rBV 647776 1150989 4.68% 0.959%
11  9.423 2476 2514 2519 rBV 292374 583047 2.37% 0.486%
12 9.603 2557 2570 2579 rBV 196855 308869 1.25% 0.257%
13 9.690 2579 2597 2609 rBV5 600739 1455361 5.91% 1.212%
14 10.709 2902 2914 2925 rBV 1698790 2722409 11.06% 2.267%
15 11.098 3026 3035 3045 rVB 809815 1268083 5.15% 1.056%

16 11.725 3221 3230 3239 rBV 549221 891125 3.62% 0.742%
17 11.851 3250 3269 3286 rVB 15565553 24618165 100.00% 20.503%
18 11.947 3288 3299 3306 rBV 633227 1005608 4.08%  0.838%
19 12.047 3320 3330 3340 rBV 2025673 3077361 12.50%  2.563%
20 12.102 3340 3347 3358 rVB2 620609 962922 3.91% 0.802%

21 12.195 3367 3376 3384 rBV3 352003 645285 2.62% ©.537%
22 12.259 3390 3396 3406 rVB 576333 907274 3.69% 0.756%
23 12.385 3428 3435 3448 rVB4 219888 374858 1.52% ©.312%
24 12.484 3461 3466 3474 rVB 236925 342348 1.39% ©0.285%
25 12.581 3487 3496 3506 rVB2 770395 1180938 4.80% 0.984%
26 12.729 3532 3542 3561 rVB2 857879 1962366 7.97% 1.634%
27 12.835 3561 3575 3584 rBV3 1189711 2475885 10.06% 2.062%
28 12.947 3598 3610 3617 rBv4 487728 862325 3.50% ©.718%
29 13.018 3617 3632 3644 rVB 4853283 7903903 32.11% 6.583%
30 13.108 3645 3660 3674 rBV 4633205 7359408 29.89% 6.129%
31 13.182 3675 3683 3690 rVB2 226446 320035 1.30% ©.267%
32 13.262 3692 3708 3725 rVB3 394186 1152150 4.68% 0.960%
33 13.356 3726 3737 3741 rBv4 287333 516281 2.10% ©.430%
34 13.462 3762 3776 3773 rBV3 316319 439708 1.79% 0.366%
35 13.494 3773 3780 3788 rVV 1246402 1868967 7.59% 1.557%
36 13.542 3788 3795 3803 rVB 246618 353181 1.43% 0.294%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 13.671 3826 3835 3846 rBV4 598208 1076503 4.37% 0.897%
38 13.738 3847 3856 3874 rVB2 1928435 3541633 14.39%  2.950%
39 13.828 3874 3884 3894 rBV2 975652 1518017 6.17% 1.264%
40 13.976 3916 3930 3952 rBV 8792911 15316119 62.21% 12.756%
41 14.195 3981 3998 4009 rBV5 486522 1419729 5.77% 1.182%
42 14.327 4030 4039 4047 rBV 595172 927684 3.77% 0.773%
43 14.378 4047 4055 4062 rBV5 566423 1009052 4.10% 0.840%
44 14.442 4070 4075 4085 rVB 611876 834453  3.39% 0.695%
45 14.536 4095 4104 4111 rBV3 400928 659797 2.68% ©.550%
46 14.584 4111 4119 4134 rVB 1731973 2488788 10.11% 2.073%
47 14.655 4135 4141 4161 rVB6 325538 703075 2.86% ©.586%
48 14.761 4162 4174 4181 rBV 2112151 3290466 13.37% 2.740%
49 14.899 4209 4217 4228 rVB2 240994 380212 1.54% 0.317%
50 15.188 4297 4307 4318 rVB 3367642 5163166 20.97% 4.300%
51 15.269 4326 4332 4342 rVB2 270880 431533 1.75% ©.359%
52 15.368 4349 4363 4370 rBV5 953418 1982631 8.05% 1.651%
53 15.410 4370 4376 4384 rVB 743221 1115267 4.53% 0.929%
54 15.655 4440 4452 4472 rVB 729894 1531254 6.22% 1.275%
55 15.809 4492 4500 4526 rVB2 267036 578596 2.35% 0.482%
56 16.069 4573 4581 4587 rBV2 164229 259227 1.05% 0.216%
57 16.204 4613 4623 4644 rVB3 381450 855622 3.48% 0.713%
58 16.394 4672 4682 4699 rBV5 317853 612766 2.49% 0.510%
59 16.831 4806 4818 4838 rvB4 295339 574270 2.33% 0.478%
60 17.021 4866 4877 4894 rBV 919877 1453644 5.90% 1.211%

Sum of corrected areas: 120070784
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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

Abundance TIC: VU044267.D\data.ms
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Abundance TIC: VU044267.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 3

R.T. EstConc Area Relative to ISTD R.T.
3.591 4.91 ug/L 346277 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 91
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 53
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
Abundance Scan 700 (3.591 min): VU044267.D\data.ms (-684) (-) m/z 42.90 100.00%
42.9
72.0
5000
RERRRREEE SR S
3.20 3.40 3.60 3.80 4.00
| 56.9 83.9 B
\\\‘\\\\‘\\\\‘\\\‘\“\‘\\\‘\\“\‘\’\\\\‘\‘\\\‘\\.\\‘\ m/z 49.85 85.73A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #688: Propanal, 2-methyl-
43.0
5000 27.0 72.0 J\rﬁ‘,‘
3.20 3.40 3.60 3.80 4.00
m/z 72.00 55.59%
| \‘ i ‘ | 57\0
\\\‘\\\\‘\\\\‘\\\f{\\\\‘\\‘\\’\\\\‘\‘\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #685: Propanal, 2-methyl-
43.0
e R EEE RS
720 3.20 3.40 3.60 3.80 4.00
5000 ' m/z 38.85 34.70%
27.0
150 H‘ 30 |
e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #690: Propanal, 2-methyl- RERRNEmmEaREEE
43.0 3.20 3.40 3.60 3.80 4.00
m/z 41.90 10.42%
72.0
5000 27.0
15.0 m‘ L 810 ‘ Am ;
e e e e e R
m/z--> 10 90 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\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 1
R.T. EstConc Area Relative to ISTD R.T.
4.459  35.75 ug/L 2522490  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 74
4 Butanal 72 C4H80 000123-72-8 59
5 Ethene, ethoxy- 72 C4H80 000109-92-2 52
Abundance Scan 970 (4.459 min): VU044267.D\data.ms (-950) (-) m/z 43.90 100.00%
43.9
72.0
5000
56.9
R R RasE ]
36 4.20 4.40 4.60 4.80
e e U sttt b m/z 42.90 94.38%
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 U R R
57.0 4.20 4.40 4.60 4.80
m/z 40.990 82.65%
\‘\\H‘H]\.ﬁ.\(\)\\‘\\\\‘l!‘HH"T’IW\\}\! i\H\i\\Hi\\H‘\\H‘HHM\}\‘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 RRRRRa S
72.0 4.20 4.40 4.60 4.80
5000 m/z 72.00 75.48%
15.0 57.0
a7 \
,,1
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal R EREEES ey
44.0 4.20 4.40 4.60 4.80
m/z 38.990 46.27%
27.0 72.0
5000
57.0
“37'4) 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\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 n-Butyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.603 2.65 ug/L 308869 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl ether 130 C8H180 000142-96-1 64
2 n-Butyl ether 130 C8H180 000142-96-1 52
3 Butanoic acid, 2-methyl-, ethyl ... 130 C7H1402 007452-79-1 50

4 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 47
5 n-Butyl ether 130 C8H180 000142-96-1 43

Abundance Scan 2570 (9.603 min): VU044267.D\data.ms (-2557) (-) m/z 56.95 100.00%

57.0
5000 J\/\
40.9 870 — —
9.50 10.00
73.0 ‘ 101.0 130.0 B
waw”mw!1_”““””“_”‘pw_m_ww m/z 40.90  26.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13643: n-Butyl ether
57.0
5000 A L
9.50 10.00
41.0 m/z 87.00 19.57%
87.0
27)0 ‘ | 730 | 1010 1300
H‘HH‘HH[\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13645: n-Butyl ether
57.0
4 —=
9.50 10.00
5000 m/z 55.95 15.13%
41.0
87.0
270
NN \‘\ 73.0 ‘ 101.0135 9130.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13530: Butanoic acid, 2-methyl-, ethyl ester =4 =
57.0 9.50 10.00
m/z 38.85 6.89%
102.0
5000
41.0 85.0
270 L
b e | w00 VA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.690 12.48 ug/L 1455360  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxan-4-one, 2-(1,1-dimethy... 186 C1@H1803 107289-14-5 42
2 2-Methyl-4-octenal 140 C9H160 030390-58-0 35
3 2-Butyl-1,2-azaborolidine 125 C7H16BN 005357-10-8 27
4 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 27
5 2-Hepten-4-one, 2-methyl- 126 C8H140 022319-24-0 25

Abundance Scan 2597 (9.690 min): VU044267.D\data.ms (-2579) (-) 42.90 100.00%

42.9 83.0
5000
J 129.0
9.50 10.00
1069
8 m/z 82.95 97.83%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49925: 1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-5,6-dime
56.0 83.0

5000 S N
129.0 9.50 10.00

29.0 .

m/z 55.95 62.79%

\“‘ 0 T T 1550 1860
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18677: 2-Methyl-4-octenal
83.0
— ‘

—
9.50 10.00

5000 m/z 40.90  38.72%
55.0
|t 30
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10872: 2-Butyl-1,2-azaborolidine
83.0 9.50 10.00

m/z 58.90  36.93%

5000
42.0
“ 12?.0

m/z--> 20 80 100 120 140 160 180 9.50 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.709 0.55 ug/L 2722410 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Cyano-1,2,3-thiadiazole 111 C3HN3S 057352-02-0 40
2 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 9

3 .alpha.-Amino-2,5-dihydro-5-meth... 157 C7H11NO3 018455-25-9 9
4 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

5 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 9

Abundance Scan 2914 (10.709 min): VU044267.D\data.ms (-2902) (- m/z 82.95 100.00%

83.0
5000
42.9 jk
L 128.9
10 50 11 00
101.0 157.0
H‘_‘HM“MHM'?HwUm_m_m_m_ m/z 42.90  35.87%
miz--> 20 40 60 80 100 120 140 160
Abundance #6044: 5-Cyano-1,2,3-thiadiazole
83.0
5000 CT LI
10.50 11.00
- 570 m/z 58.90 33.63%
\\\‘\\\\“\“\‘\H‘\\‘\\‘“\\\‘?.]\-‘]\-.\(]‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #1408: 1,4-Pentadien-3-ol
55.0 83.0 /L
e
10 50 11.00
5000 29.0 ITI/Z 128.95 23.71%
e Al il
miz--> 20 40 60 80 100 120 140 160
Abundance #29372: .alpha.-Amino-2,5-dihydro-5-methyl-2-furanaceti =
83.0 10 50 11.00
m/z 56.90  19.89%
55.0
5000
‘n il H wl 1120 140.0157.0

m/z--> 20 40 O 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\

Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.047 0.63 ug/L 3077360 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 Cyclopentanamine 85 C5H11N 001003-03-8 38
3 Nonane, 5-methylene- 140 C1eH20 006795-79-5 33
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 28
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 10
Abundance Scan 3330 (12.047 min): VU044267.D\data.ms (-3320) - m/z 56.00 100.00%
56.0
5000
97.0
‘ L) ‘ N[ 129 171 o
0l S m/z 57.80 43.79%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1471 Cyclobutane, ethyl-
56.0
5000 A
12.00
27.0 m/z 97.00  24.37%
lo \\\““\\‘\\8‘1"9\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1571 Cyclopentanamine
56.0
T \
12.00
5000 m/z 40.90 24.02%
30.0 ‘ 85.0
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #17974: Nonane, 5-methylene-
56.0 12.00
m/z 55.00 21.49%
5000
27.0
Ll 830 1119 1400
R e AR e
m/z--> 0 20 40 60 80 100 120 140 160 12.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:36 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.835 0.50 ug/L 2475890 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, azido- 125 C6H11N3 019573-22-9 38
2 3-Butenoic acid, 3-methyl-, meth... 114 C6H1002 025859-52-3 30
3 4H-1,2,4-Triazole, 4-methyl- 83 C3H5N3 010570-40-8 27
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 27
5 Propanenitrile, 3-(octylamino)- 182 C11H22N2 029504-89-0 17

Abundance Scan 3575 (12.835 min): VU044267.D\data.ms (-3561) (-  m/z 82.95 100.00%
3.0

55.0 83.
5000
129.0
P =
12.50 13.00
171.0
u‘lw“1‘0‘5"@‘_m%f‘?c?“m_” m/z 54.95 94.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10767: Cyclohexane, azido-
83.0
55.0
5000 - LU
12.50 13.00
270 m/z 73.00 84.07%
\\‘\ ‘ \‘ \\‘H“} ‘ \‘U\ T ‘Hl T \].‘()\5\.\0\]_‘2\5\\0\ ‘ TTTT ‘ T 1T ‘ TTT
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7308: 3-Butenoic acid, 3-methyl-, methyl ester
55.0
— e
12.50 13.00
5000 m/z 58.90  40.19%
29.0 82.0 114.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1283: 4H-1,2,4-Triazole, 4-methyl- = =
83.0 12.50 13.00
m/z 40.90 39.00%
27.0
5000
‘ ‘ 55.0
““Mu‘w‘wh‘“H‘l"w““_“‘_““u““u = Al
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:37 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.018 1.61 ug/L 7903900 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 42
2 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C10H16NO3 1000115-84-0 42
3 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 42
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 40
5 Cyclopentanamine 85 C5H11N 001003-03-8 40

Abundance Scan 3632 (13.018 min): VU044267.D\data.ms (-3617) (- m/z 56.00 100.00%

56.0
5000
111.0 = RN “A
b T 1570 e s
O e bt b by oo b R m/z 57.00 43.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000
13.00
m/z 69.00 29.72%
290‘ HBSO
\\\‘\M“\\“\‘\\“\\‘1\“\‘\\\“\\\\]’-\22.9\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59310: 1-Oxa-4-azaspiro[4.5]decan-4-oxyl, 3,3-dimethyl
56.0
RN \
13.00
5000 m/z 40.90 24.42%
28.0 86.0 113.0
142.0
B R o N~
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81262: Pentadecane, 8-methylene- T ‘
56.0 13.00
m/z 55.00 20.48%
5000
29.0 84.0
125.0
|l o4 L 168.0 196.0 224.0
e R man e AR mea R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:37 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.108 1.49 ug/L 7359410 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 36
3 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 36
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25

Abundance Scan 3660 (13.108 min): VU044267.D\data.ms (-3645) (- m/z 56.00 100.00%

56.0 [
5000 97.0 N
AL —o
131.0 13.00 13.50
185 1
157.0 m/z 97.00 38.77%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
5000 AU T
13.00 13.50
m/z 56.95 36.01%
|, 830 1180
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7368: trans-1,2-Cyclohexanediamine
56.0
13.00 13.50
28.0 9
5000 m/Z 55.00 33.64%
e
m/z--> 0 20 40 80 100 120 140 160 180
Abundance #7345.12—Cydohexanemannne T ]
56.0 13.00 13.50
m/z 40.90 27.03%
5000 97.0
30.0
m/z--> 0 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMUTRO62121WMA.M Sat Jul 03 07:41:38 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 (DEL) Alkane: Cyclic13.738 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.738 0.72 ug/L 3541630 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 35
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 25
3 4-Decanol 158 C10H220 002051-31-2 25
4 6-Decen-5-one 154 C10H180 032064-79-2 17
5 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 17
Abundance Scan 3856 (13.738 min): VU044267.D\data.ms (-3847) - m/z 73.00 100.00%
3.0
97.0
5000
42.9
143'0 T ‘ T T ‘ T
13.50 14.00
185.0
Ob el b 89 L 18502068 . 5 00 96.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6747 Cyclohexane, 1,4-dimethyl-
55.0
97.0
5000 Lo L=
13.50 14.00
27.0 m/z 97.00  63.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
13.50 14.00
5000 m/z 42.90 33.20%
g L
H“‘U‘“ih‘HH“H;‘u‘“1H1‘_m‘Hu“m‘mwmwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29603: 4-Decanol Dy T
55.0 13.50 14.00
m/z 40.90  26.46%
5000 97.0
it Y v
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:38 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03

Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.9%  3.11 ug/L 15316106  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 90

2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 52
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 37
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 33

5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 28

Abundance Scan 3930 (13.976 min): VU044267.D\data.ms (-3916) (- m/z 56.00 100.00%
5

6.0
5000
‘ 111.0 A o
145.0 14.00
O ‘\“: -l m‘l‘\ bt 11890 1991 g0 95 41.54%
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
14.00
29.0 111.0 m/z 56.95 32.86%
145.0
85.0
T \M‘\ s T \“\‘r T r‘[ T o T \‘\ T \“1\7\0\\0‘ T \]\.9\?\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #600: Cyanic acid, ethyl ester
29.0
=
56.0 14.00
5000 m/z 54.95 32.78%
SR N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- =
56.0 14.00
m/z 69.00 32.22%
5000
L “\‘ 95.0 1280
e e e e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:39 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03

Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 12 unknown-06 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.584 0.51 ug/L 2488790 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 42

2 Neopentyl glycol 104 C5H1202 000126-30-7 37
3 Tridecane, 7-methylene- 196 C14H28 019780-80-4 36
4 Neopentyl glycol 104 C5H1202 000126-30-7 33
5 Neopentyl glycol 104 C5H1202 000126-30-7 33

Abundance Scan 4119 (14.584 min): VU044267.D\data.ms (-4111) (- m/z 56.00 100.00%

56.0
5000
111.0
‘ 156.9 ‘14\50‘ T
84.9 199.1 :
w_m‘pw‘_u umm;";‘_1‘3?;?“”““W_Hn_m m/z 73.60 79.71%
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
14.50
29.0 111.0 m/z 55.00 76.89%
145.0
T \8“5\‘-\0\\“\\M‘\1‘\\‘\\\\‘}\7\9.9\\1\9\?.\(\)\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4756: Neopentyl glycol
56.0
T T T
14.50
5000 ITI/Z 69.00 61.79%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58310: Tridecane, 7-methylene- 7 ‘
56.0 14.50
m/z 40.90 38.12%
5000
29.0 83.0 111.0
h ‘ 196.0
R Ea —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

SFAMUTRO62121WMA.M Sat Jul @3 07:41:39 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.761 0.67 ug/L 3290470 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 38
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 37
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 35
4 Nonane, 4-methylene- 140 C1eH20 033717-91-8 22
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 17

Abundance Scan 4174 (14.761 min): VU044267.D\data.ms (-4162) (- m/z 55.95 100.00%

56.0
5000 111.0
157.0 et P
| ‘ 85.0 a5 ‘ 1001 14.50 1500
0 el bl Ml SRS T m/z 54.95  86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60120: Hexyl trifluoroacetate
568.0
5000 s —
14.50 15.00
29.0 m/z 68.95 79.85%
84.0
\\\\‘\M\\‘i}\‘\““\‘\‘\\‘U\\\M‘\\\\]‘-\2%.9‘\1-\5\5\.‘0\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
P =
14.50 15.00
5000 ITI/Z 72.95 79.18%
29.0 ‘ 111.0
145.0
85.0 ‘
L e LT oo 1990
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18066: Cyclohexane, 1-ethyl-1,4-dimethyl-, cis- = ~—
69.0 14.50 15.00
m/z 40.90 42.94%
111.0
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMUTRO62121WMA.M Sat Jul 03 07:41:40 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-08 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.188 1.05 ug/L 5163170 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-fluoro-4-methoxy- 126 C7H7FO 000459-60-9 43
2 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 35
3 Cyclopentane acetic acid hydrazide 142 C7H14N20 020287-25-6 35
4 Cyclohexanecarboxylic acid, 4-cy... 229 C14H15N02 1000307-70-6 35
5 Cyclohexanecarboxylic acid, (1H-... 195 C8H13N50 1000310-78-1 35

Abundance Scan 4307 (15.188 min): VU044267.D\data.ms (-4297) (- m/z 125.00 100.00%

83.0 125.0
55.0
5000
167.0 P LT
‘ ‘ 15.00 15.50
et Al L 11960 s g2 95 91.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11301: Benzene, 1-fluoro-4-methoxy-
83.0 126.0
5000 —— =~
57.0 15.00 15.50
m/z 54.95 66.03%
\\\‘\3\3\.\@‘\\‘h\‘l‘”‘}U‘\‘L““M\!“!“\\}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6085: 5-Amino-1-ethylpyrazole
83.0
P —
15.00 15.50
5000 111.0 ITI/Z 40.90 51.66%
28.0 54.0
‘Mu‘!‘uuU‘M‘!w‘u‘mu‘:H1_mw_ww_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19540: Cyclopentane acetic acid hydrazide = —T
55.0 83.0 15.00 15.50
m/z 68.95 46.35%
5000
111.0
‘ H 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44267.D

Acqg On : 30 Jun 2021 18:03
Operator : SY/MD

Sample : M2905-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 4.9 ug/L 346277 1 6.256 352765 5.0
Butanal 4.459 35.8 ug/L 2522490 1 6.256 352765 5.0
n-Butyl ether 9.603 2.6 ug/L 308869 2 9.423 583047 5.0
unknown-01 9.690 12.5 ug/L 1455360 2 9.423 583047 5.0
unknown-02 10.709 0.6 ug/L 2722410 3 11.819 24618200 5.0
(DEL) Alkane: C... 12.047 0.6 ug/L 3077360 3 11.819 24618200 5.0
unknown-03 12.835 0.5 ug/L 2475890 3 11.819 24618200 5.0
unknown-04 13.018 1.6 ug/L 7903900 3 11.819 24618200 5.0
unknown-05 13.108 1.5 ug/L 7359410 3 11.819 24618200 5.0
(DEL) Alkane: C... 13.738 0.7 ug/L 3541630 3 11.819 24618200 5.0
2,4-Dipropyl-5-... 13.976 3.1 ug/L 15316100 3 11.819 24618200 5.0
unknown-06 14.584 0.5 ug/L 2488790 3 11.819 24618200 5.0
unknown-07 14.761 0.7 ug/L 3290470 3 11.819 24618200 5.0
unknown-08 15.188 1.1 ug/L 5163170 3 11.819 24618200 5.0
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