LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: ©

Method : Z:\voasrv\HPCHEM1\MSVOA L\methods\VL102422AIR.M

Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022
Signal : TIC: VL@39796.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.658 3 17 23 rBV 6284446 8093291 100.00% 10.428%
2 2.687 23 26 30 rVV2 1769169 2253884 27.85% 2.904%
3 2.703 30 31 49 rVV6 1632793 2982709 36.85%  3.843%
4 2.800 49 61 65 rVV3 1296116 2647218 32.71% 3.411%
5 2.819 65 67 79 rVV3 1285335 2011036 24.85% 2.591%
6 2.890 79 89 103 rVv2 832176 1827892 22.59% 2.355%
7 2.951 103 108 113 rVV5 315860 470382 5.81% 0.606%
8 2.989 113 120 127 rVV4 460270 915593 11.31% 1.180%
9 3.028 127 132 143 rVV2 586107 875736 10.82% 1.128%
106 3.083 143 149 157 rVV3 220361 352887 4.36%  0.455%
11 3.128 157 163 167 rVV2 104810 144224 1.78% 0.186%
12 3.144 167 168 181 rVB5 99739 125294 1.55% 0.161%
13 3.205 181 187 195 rBV5 74388 96913 1.20% ©.125%
14  3.279 202 210 218 rVB2 104709 141368 1.75% 0.182%
15 3.350 223 232 243 rVV3 225493 347145  4.29%  0.447%
16 3.485 263 274 279 rBV 803085 1194587 14.76%  1.539%
17 3.504 279 280 298 rVB2 638458 745117  9.21% 0.960%
18 3.632 314 320 329 rVB4 104440 140872 1.74% 0.182%
19 3.748 348 356 366 rBvV 327067 485688 6.00% 0.626%
20 3.829 366 381 390 rVB7 124864 248749 3.07% 0.321%
21 3.948 409 418 434 rBV 1256355 2102439 25.98% 2.709%
22 4.147 468 480 481 rBV 204975 242879 3.00% 0.313%
23 4.157 481 483 503 rVBlo 202814 320060 3.95% 0.412%
24 4.668 635 642 643 rBV3 97298 86035 1.06% 0.111%
25 4.674 643 644 653 rVB2 112002 85205 1.05% 0.110%
26 4.803 677 684 704 rVB2 123118 237660 2.94%  0.306%
27 4.922 709 721 733 rBV4 66074 129108 1.60% 0.166%
28 5.015 749 750 765 rVB7 107940 121220 1.50% 0.156%
29 5.208 796 810 830 rBV5 1609577 4531392 55.99% 5.839%
30 5.285 830 834 849 rVB5 82870 187023  2.31% 0.241%
31 5.825 992 1002 1012 rBV6 75341 135107 1.67% 0.174%
32 6.009 1040 1059 1071 rBV4 128437 334440 4.13% 0.431%
33  6.375 1162 1173 1186 rVB3 242205 455951 5.63% 0.587%
34 6.658 1249 1261 1279 rVV 2884434 5806583 71.75% 7.482%
35 6.732 1282 1284 1296 rVB4 107720 161323 1.99% 0.208%

36 6.957 1343 1354 1373 rBV9 119073 324435 4.01% 0.418%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: ©

Method : Z:\voasrv\HPCHEM1\MSVOA L\methods\VL102422AIR.M

Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022
37 7.285 1445 1456 1468 rBVlie 118939 305590 3.78% 0.394%

38 7.587 1536 1550 1559 rBV3 153239 311910 3.85% 0.402%

39 8.253 1744 1757 1767 rVB7 119437 231796 2.86% 0.299%
40 9.224 2045 2059 2075 rBV3 477003 1007743 12.45% 1.298%

41 9.481 2129 2139 2149 rBVl1e 48347 110676 1.37% 0.143%
42 9.848 2241 2253 2261 rBVi1e 79104 184540 2.28% 0.238%
43 10.497 2440 2455 2474 rBV4 173797 396410 4.90% 0.511%

44 10.619 2474 2493 2509 rBV2 2335830 5216168 64.45% 6.721%
45 11.121 2636 2649 2656 rBV3 57051 129099 1.60% ©.166%
46 11.468 2735 2757 2783 rBV2 2916443 6981670 86.26%  8.996%
47 12.092 2935 2951 2962 rBv4 102257 224916  2.78%  ©.290%
48 12.349 3014 3031 3055 rVvB2 195011 640322 7.91% 0.825%
49 13.060 3231 3252 3265 rBV3 119370 318175 3.93% 0.410%
50 13.532 3384 3399 3416 rBV3 276193 623742 7.71% 0.804%
51 13.777 3457 3475 3495 rBV 2881637 7094229 87.66% 9.141%
52 13.844 3495 3496 3518 rVB7 169828 331485 4.10% 0.427%
53 14.526 3699 3708 3710 rBV8 79107 106489 1.32% 0.137%
54 14.603 3721 3732 3734 rBV5 150438 226487 2.80%  ©.292%
55 14.671 3739 3753 3773 rVB4 962368 2462226 30.42% 3.173%
56 14.844 3795 3807 3808 rBV7 69515 86257 1.07% 0.111%
57 14.854 3808 3810 3823 rVBle 57583 90191 1.11% 0.116%
58 15.111 3876 3890 3891 rBV8 121547 171617  2.12% ©.221%
59 15.121 3891 3893 3906 rVBS 107465 161493 2.00% ©0.208%

60 15.410 3973 3983 3992 rBV7 117388 300263

w

.71%  ©.387%

61 15.474 3994 4003 4030 rVB7 193656 641347 .92%  0.826%
62 15.677 4051 4066 4086 rVB8 122861 358703 .43%  0.462%
63 15.902 4123 4136 4145 rVV9 133605 331374 4.09% 0.427%
64 16.118 4188 4203 4222 rBV10 165256 545452 6.74% 0.703%
65 16.375 4272 4283 4300 rVB4 165266 445395 5.50% ©.574%

E> N

66 16.478 4300 4315 4328 rBV5 533654 1298083 16.04% 1.673%
67 16.925 4439 4454 4455 rBV5 66378 101585 1.26% ©0.131%
68 17.175 4513 4532 4547 rBV6 156758 451099 5.57% 0.581%
69 17.291 4552 4568 4580 rBV9 349983 902174 11.15% 1.162%
70 17.516 4620 4638 4649 rBVlie 148843 401788 4.96% ©.518%

71 17.584 4652 4659 4668 rVB1o 48719 101080 1.25% ©.130%
72 17.709 4696 4698 4719 rVB8 151543 254728 3.15% 0.328%
73 17.902 4752 4758 4768 rVB8 50453 84926 1.05% ©.109%
74 18.288 4876 4878 4896 rVB8 122642 251523 3.11% ©.324%
75 18.867 5045 5058 5062 rBv8 70538 129869 1.60% ©.167%

76 19.259 5164 5180 5194 rBvV4 241532 585458 7.23% 0.754%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: ©

Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Title : AIR ANALYSIS BY METHOD TO-15  Instrument: MSVOA_LFri Aug 26 06:05:16 2022

77 20.793 5627 5657 5675 rBV2 352694 1233683 15.24% 1.590%
78 22.014 6022 6037 6050 rBV7 78269 221829 2.74% ©.286%
79 24.535 6807 6821 6828 rBV8 90354 194025 2.40% 0.250%

Sum of corrected areas: 77609060

VL102422AIR.M Thu Nov 03 ©6:29:15 2022 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\

: VLe39796.D

: 25 Oct 2022 20:34

: SY/AP

: N5227-14

: 400mL/MSVOA_L

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M

Quant Title

TIC Library

. AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

1000000

2000000,

TIC: VL039796.D\data.ms
658

6.658
10.619

5.208

9.224
4. m&@@z.ﬁhg 5.80009 6-37% 6.7329577.2857.587 8253 )| 9481 9848 104

DS NN

0
Time-->

AN A A
L L L L B B O B B L L L L L

3.00 3.50 4.00 4.50 5.00 5. 50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VL039796.D\data.ms

11.468 13.777

16.478
91
11.121 12.082:349 13,060 13-/5\32 844 1344043 s4h. 1254867 AR118.3 174649%0218.288  18.86

Time-->

11.00 1150 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VL039796.D\data.ms

19.259 20.793 22.014 24.535

Time-->

1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexane, 1,1,1,2,2,3,3,4,4,5... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.800 5.84 ppbv 2647220  Bromochloromethane 5.202

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,1,1,2,2,3,3,4,4,5,5,6,... 320 C6HF13 000355-37-3 64
2 Ethanol, 2,2,2-trifluoro- 100 C2H3F30 000075-89-8 4
3 2-Propanone, 1,1,1,3,3-pentafluoro- 148 C3HF50 000431-71-0 4
4 1-Butene, 1,1,2-trichloro- 158 C4H5C13 042860-89-9 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance  Scan 61 (2.800 min): VL039796.D\data.ms (-49) (-) m/z 51.00 100.00%

51.0
- M\/\U\w
113'0 \\\‘\\\\‘\\\\‘\\
82.0 | ‘ 45.0 181.1 243.1 : 280 300 320
1220 1] 450 1811211.02431 281/, 6o 08 65.93%
miz-> 50 100 150 200 250
Abundance #161629: Hexane, 1,1,1,2,2,3,3,4,4,5,5,6,6-tridecafluoro-
51.0
5000 LA L B B B B
280 3.00 3.20
101.043 ¢ . m/z 113.00 24.16%
T T \‘ T T T T T "‘ \‘ ‘\ \‘ T “ \6?.\0 T ‘ T 2\3\‘]-'\0 “ T T T T
miz--> 50 100 150 200 250
Abundance
31.0
e Bt e e e
280 3.00 3.20
5000 m/z 101.00 15.23%
61.0
100.0
T
miz--> 50 100 150 200 250
Abundance #22871: 2-Propanone, 1,1,1,3,3-pentafluoro- e B B
51.0 280 3.00 3.20
m/z 119.00 12.10%
5000
101.0
130 | 1480
—— e B I
m/z--> 50 100 150 200 250 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 unknown2.819 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.819 4.44 ppbv 2011040  Bromochloromethane 5.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, tricosafluoro- 614 C12HF2302 000307-55-1 39
2 Decanoic acid, nonadecafluoro- 514 C10HF1902 000335-76-2 39
3 Perfluoro-1-heptene 350 C7F14 000355-63-5 39
4 Octanoic acid, pentadecafluoro-,... 810 C16F3003 033496-48-9 38
5 Pentadecafluorooctanoic acid 414 C8HF1502 000335-67-1 38
Abundance  Scan 67 (2.819 min): VL039796.D\data.ms (-65) (-) m/z 131.00 100.00%
131.0
5000
69.0 \\\‘\\\\’\\\\’\\\
181.0231.0 2.80 3.00 3.20
b LR 2898 m/z 69.08  24.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #241419: Dodecanoic acid, tricosafluoro-
131.0
5000 LI L B B B
69.0 2.80 3.00 3.20
1810 m/z 132.00 9.69%
|| 231.0281.0331.0381.0431.048L.
\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131.0
AL oo m s o
280 3.00 3.20
5000 m/z 231.00 8.11%
69.0
181.0
231.0281.0 431.0
T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184223: Perfluoro-1-heptene
131.0 280 3.00 3.20
m/z 82.00 8.01%
69.0
5000
“ ‘ ‘181-0231.0
L | T .
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Butane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.028 1.93 ppbv 875736  Bromochloromethane 5.202

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 53
2 Butane 58 C4Hie 000106-97-8 53
3 Butane 58 C4H1ie 000106-97-8 53
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 132 (3.028 min): VL039796.D\data.ms (-127) (-) m/z 43.10 100.00%

5000
e RREmEE
2.80 3.00 3.20 3.40
Nl 1 78711211450181.0 2430 2010 ./, 4119 36.93%
miz--> 0 50 100 150 200 250
Abundance #234: Butane
43.0 )J\
5000 LN LA L L DL B B L
2.80 3.00 3.20 3.40
m/z 42.10 11.67%
‘ \ T \ ‘\ ‘ ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
R e R mAEaERY
2.80 3.00 3.20 3.40
5000 m/z 39.05 11.56%
1.0
B B e e
miz--> 0 50 100 150 200 250
Abundance #232: Butane AR e
43.0 2.80 3.00 3.20 3.40
m/z 58.05 9.52%
5000
m/z--> 0 50 100 150 200 250 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34

Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
. AIR ANALYSIS BY METHOD TO-15

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Pentane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.748 1.07 ppbv 485688  Bromochloromethane 5.202
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 64
3 Butane, 2-methyl- 72 C5H12 000078-78-4 59
4 Butane, 2-methyl- 72 C5H12 000078-78-4 40
5 Butane, 2-methyl- 72 C5H12 000078-78-4 40

Abundance Scan 356 (3.748 min): VL039796.D\data.ms (-348) (-) m/z 43.10 100.00%
5000 P\yMJ\
e Sy
770 3.40 3.60 3.80 4.00
gl b 1188 159.7190.3 227.8 2740 /7 42 05  64.53%
miz--> 0 50 100 150 200 250
Abundance #708: Pentane
43.0
5000 TrrTT T T T T
3.40 3.60 3.80 4.00
m/z 41.05 54.46%
2‘0\ ‘ T L‘ “‘\7\3.(\) T ‘ T T T T T T T T T T T T ‘ T T T
miz--> 50 100 150 200 250
Abundance
43.0
3.40 3.60 3.80 4.00
5000 ITI z 39.00 24.28%
13.0 73.0
e T S e S
miz-> 0 50 100 150 200 250
Abundance #713: Butane, 2-methyl- P T
43.0 3.40 3.60 3.80 4.00
m/z 56.95 12.87%
5000
10, | 173.0
e W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 3.40 3.60 3.80 4.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\

: VLe39796.D

: 25 Oct 2022 20:34

: SY/AP

: N5227-14

: 400mL/MSVOA_L

:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M

. AIR ANALYSIS BY METHOD TO-15

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Instrument: MSVOA_LFri Aug 26 ©6:05:16 2022

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

7 .alpha.-Pinene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.671 3.53 ppbv 2462230  Chlorobenzene-d5 11.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 93
3 .alpha.-Pinene 136 C10H16 000080-56-8 90
4 3-Carene 136 C10H16 013466-78-9 90
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 90

Abundance Scan 3753 (14.671 min): VL039796.D\data.ms (-3739) (- m/z 93.05 100.00%
93.0
5000
39.0 ——r e
136.2 14.50 15.00
ol A2 2210 2764 nm/z 91.e0  48.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15705: .alpha.-Pinene
93.0
5000 oot A
14.50 15.00
41.0 m/z 92.10  35.73%
L
\H‘\‘\‘\\i‘\\‘\‘h\‘\”}\\‘l‘\\‘\‘\“‘\H“H\\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
93.0
—— A
14.50 15.00
5000 m/z 77.10 31.57%
41.0
136.0
R a o e e E e A e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15699: .alpha.-Pinene S ‘ ‘“&“
93.0 14.50 15.00
m/z 78.95 25.12%
5000 39.0
136.0
‘“"m“‘MN‘J““p‘um‘lm“‘u“h‘u“"‘1‘H""H""wawwww ot pr
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00

VL102422AIR.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Decane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.478 1.86 ppbv 1298080 Chlorobenzene-d5 11.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 93
2 Octane, 4-ethyl- 142 C1OH22 015869-86-0 83
3 Undecane 156 C11H24 001120-21-4 78
4 Undecane 156 C11H24 001120-21-4 78
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 4315 (16.478 min): VL039796.D\data.ms (-4300) (- m/z 43.10 100.00%
‘ 85.1 T
16.50
- “\w‘u “! “ o 03 1815 25222850 . 57,05  96.00%
miz-> 50 100 150 200 250
Abundance #19158: Decane
43.0
5000 e B
16.50
85.0 m/z 41.05 52.82%
T T “‘\ ‘\‘ ‘ H‘\ ‘! \“ T M’ \‘ T :\L4.\‘2.’0\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
T
16.50
5000 m/z 71.05 41.23%
112.0
27.0
142.0
T
miz--> 50 100 150 200 250
Abundance #28422: Undecane
43.0 16.50
m/z 55.00 26.35%
5000
85.0
Ll e v
mlz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 D-Limonene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.291 1.29 ppbv 902174  Chlorobenzene-d5 11.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 90
2 Limonene 136 C1OH16 000138-86-3 81
3 Limonene 136 C1OH16 000138-86-3 81
4 D-Limonene 136 C1OH16 005989-27-5 76
5 D-Limonene 136 C10H1l6 005989-27-5 68
Abundance Scan 4568 (17.291 min): VL039796.D\data.ms (-4552) (- m/z 67.00 100.00%
67.0 93.0
41.0
5000
117.0
— “
é9 5 17 17.00 17.50
892 155 w/z 67.95  99.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 il o
1210 17.00 17.50
41.0 ' m/z 93.00 96.86%
‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68.0
b ot
39.0 93.0 17.00 17.50
5000 m/z 57.10 88.03%
136.0
115.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15667: Limonene T T
68.0 17.00 17.50
m/z 41.05 61.55%
5000 93.0
410 ‘ 121.0
S S
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ unknown20.793 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.793  1.77 ppbv 1233688 Chlorobenzene-ds 11.468

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 45
2 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 490
3 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
4 4-Methylcatechol, bis(trimethyls... 268 C13H2402Si2 1000332-79-9 27

5 1-(3-Chlorophenyl)piperazine, 4-... 268 C13H21CIN2Si  1000373-99-3 10
Abundance Scan 5657 (20.793 min): VL039796.D\data.ms (-5627) (- m/z 73.10 100.00%
73.1
5000
267.0
—r— e
20.50 21.00
193.1
o391 | 1040 1540 WP72238 . L m/z 267.00 27.23%
miz--> 50 100 150 200 250
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsi
73.0
5000 1 Py
267.0 20.50 21.00
m/z 74.10 9.14%
135.0
280 1040777 1930 2330 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
73.0
20.50 21.00
5000 m/z 268.00  8.17%
267.0
420 104.0135.0 177.0209.0
e S
miz--> 50 100 150 200 250
Abundance #128748: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsi
73.0 20.50 21.00
m/z 59.10 6.03%
5000
267.0
135.0
200, ) 1040 |, 1930 2330 |
e e e T N e e S
miz--> 50 100 150 200 250 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL102522\
Data File : VL@39796.D

Acqg On : 25 Oct 2022 20:34
Operator : SY/AP

Sample : N5227-14

Misc : 400mL/MSVOA_L

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL102422AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexane, 1,1,1,2... 2.800 5.8 ppbv 2647220 1 5.202 4531390 10.0
unknown2.819 2.819 4.4 ppbv 2011040 1 5.202 4531390 10.0
Butane 3.028 1.9 ppbv 875736 1 5.202 4531390 10.0
Pentane 3.748 1.1 ppbv 485688 1 5.202 4531390 10.0
.alpha.-Pinene 14.671 3.5 ppbv 2462230 3 11.468 6981670 10.0
Decane 16.478 1.9 ppbv 1298080 3 11.468 6981670 10.0
D-Limonene 17.291 1.3 ppbv 902174 3 11.468 6981670 10.0
unknown20.793 20.793 1.8 ppbv 1233680 3 11.468 6981670 10.0
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