LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19898.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.123 3 6 15 rVB 2705515 3016099 91.74%  9.406%
2 3.746 107 112 120 rBV2 45843 87516 2.66% 0.273%
3 3.864 128 132 136 rBV 49508 60545 1.84% 0.189%
4 3,993 150 154 160 rVB2 26888 42372  1.29% 0.132%
5 4.064 160 166 177 rVB 189285 318199 9.68% 0.992%
6 4.240 191 196 202 rBV 66163 95080 2.89% 0.297%
7 4.305 202 207 213 rBV2 78532 125002 3.80% 0.390%
8 4.452 228 232 240 rVB 77227 108861 3.31% 0.339%
9 4.587 247 255 258 rBV2 28234 49301 1.50% 0.154%
106 4.634 258 263 268 rVW 352572 517202 15.73% 1.613%
11 4.687 268 272 284 rVB2 197551 357966 10.89% 1.116%
12 4,852 296 300 303 rBV2 21710 33480 1.02% 0.104%
13 5.017 322 328 338 rBV 287457 427337 13.00% 1.333%
14 5.470 398 405 421 rBV 1210292 1848443 56.23% 5.764%
15 5.793 449 460 465 rBv2 53005 93672 2.85% ©.292%
16 6.099 503 512 516 rBV 30381 74238  2.26% ©.232%
17 6.205 526 530 543 rVB3 45438 94541  2.88% 0.295%
18 6.752 614 623 647 rVB4 160268 540455 16.44% 1.685%
19 7.069 670 677 684 rBV 1266076 2113631 64.29% 6.592%
20 7.122 684 686 692 rVB2 29770 39652 1.21% 0.124%
21 7.293 706 715 730 rBvV2 122399 366707 11.15% 1.144%
22 7.516 749 753 761 rVB2 21373 35952 1.09% 0.112%
23 7.599 761 767 774 rBV2 68627 129730 3.95% 0.405%
24 7.893 812 817 825 rVB 358289 574869 17.49% 1.793%
25 8.058 839 845 850 rBV 28513 47497 1.44% 0.148%
26 8.140 853 859 863 rVWW2 47147 90705 2.76% 0.283%
27 8.187 863 867 872 rVW6 17779 37006 1.13% 0.115%
28 8.869 972 983 988 rBv4 29368 82427 2.51% 0.257%
29 8.922 988 992 998 rVB6 17345 37963 1.15% 0.118%
30 9.069 1009 1017 1033 rBV 825060 1479200 44.99% 4.613%
31 9.352 1056 1065 1070 rBV8 17419 51827 1.58% 0.162%
32 9.816 1137 1144 1152 rBV3 36894 97132 2.95% 0.303%
33 10.057 1179 1185 1192 rBV5 31726 68544 2.08% 0.214%
34 10.187 1198 1207 1222 rVB9 18873 68206 2.07% 0.213%
35 10.563 1264 1271 1276 rVB 31850 51748 1.57% 0.161%

36 10.699 1285 1294 1311 rVB 466468 828630 25.21%  2.584%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.893 1317 1327 1342 rBV3 27124 78662  2.39%  0.245%
38 11.087 1352 1360 1366 rBV7 31168 96265 2.93% 0.300%
39 11.140 1366 1369 1374 rVB 25122 39366 1.20% 0.123%
40 11.346 1399 1404 1406 rBV2 30270 44948 1.37% 0.140%
41 11.381 1406 1410 1415 rVWV 40529 67724 2.06% 0.211%
42 11.452 1416 1422 1429 rVWV3 52411 111168 3.38% 0.347%
43 11.534 1429 1436 1443 rVB2 29763 64774 1.97% 0.202%
44 12.587 1608 1615 1628 rVB4 30983 64152 1.95% 0.200%
45 12.922 1662 1672 1675 rBV5 20611 41138 1.25% ©.128%
46 13.163 1703 1713 1732 rBV 1740427 2698611 82.09% 8.416%
47 13.446 1752 1761 1773 rBV 1293212 2126035 64.67% 6.630%
48 14.540 1940 1947 1958 rVB 761842 1158836 35.25% 3.614%
49 14.763 1976 1985 1999 rVB 270851 648384 19.72% 2.022%
50 16.034 2192 2201 2219 rBV 1538197 2361167 71.82% 7.363%
51 17.298 2410 2416 2430 rBV 950618 1473420 44.82%  4.595%
52 17.981 2527 2532 2540 rBv4 21617 37652 1.15% 0.117%
53 18.198 2563 2569 2587 rBV 320763 512631 15.59%  1.599%
54 19.116 2722 2725 2738 rVB7 39324 53624 1.63% 0.167%
55 19.339 2760 2763 2771 rVB3 46809 63174 1.92% 0.197%
56 19.433 2775 2779 2789 rVWV 108802 163400 4.97% 0.510%
57 19.869 2848 2853 2861 rBV 2721585 3287485 100.00% 10.252%
58 20.880 3022 3025 3028 rVB 61587 65449  1.99% 0.204%
59 21.128 3063 3067 3076 rBV3 130276 179366 5.46% 0.559%
60 21.398 3108 3113 3123 rBV 1036404 1424980 43.35% 4.444%

61 23.821 3519 3525 3536 rVB 526237 1111857 33.82% 3.467%

Sum of corrected areas: 32066003
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 16:00
: MA/JU
: P1523-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
BP019898.D

20240764-COMPOSITE-39N-N-3-02

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

TIC: BP019898.D\data.ms
123

5.470 7.069

9.069

10.699
4.634 7.893

4064 ales Y
3 3AYACN80E4g o5 s7on0gss | 716376080 omaser  emem o352 9510106770560 SRMASRER)

Time-->

~ iy
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP019898.D\data.ms
19.869

13.163
16.034

13.446

17.298
14.540

14.763 18.198 @
12.5812.9\2_2J A 17.981}\\ 19.2ﬂ;é% L_’/vr,

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP019898.D\data.ms

21.398

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3-Penten-2-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.123 104.93 ng 3016100 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 80
2 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 50
3 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 45
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 45
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 45
Abundance Scan 6 (3.123 min): BP019898.D\data.ms (-3) (-) m/z 71.05 100.00%
71.0
5000

3.203.303.403.50
4, 1312189.0247.1  355.0418.1477.65362  u/y 43.05  72.72%

0l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1946: 3-Penten-2-ol
71.0
5000 L L L I BB I L I
3.203.303.403.50
m/z 41.10 35.78%
0‘\\h\‘ “M\\\J\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23886: 2-Furanmethanol, tetrahydro-, acetate
43.0
S RERRREE RS
3.203.303.403.50
5000 ITI/Z 39.10 29.10%
Ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2007: 3-Buten-2-ol, 2-methyl- RN Eamanzaan
71.0 3.203.303.403.50
m/z 45.05 22.24%
5000
OJLH“, RS =R EEEESE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Butenal, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.746 3.04 ng 87516  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 91
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 91
3 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 87
4 3-Aminoisoxazole 84 C3H4N20 001750-42-1 56
5 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 53
Abundance Scan 112 (3.746 min): BP019898.D\data.ms (-107) (-) m/z 83.95 100.00%

84.0

-

5000
L
‘ 208.9 3.40 3.60 3.80 4.00
Ol rrrbli . 148,2208.9 282.9 870.1430.7488.9549. /7 s5.10  92.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl-
55.0
5000 LI L L L L B L
3.40 3.60 3.80 4.00
m/z 39.05 35.50%
0‘\\!‘!‘4\‘1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1626: 2-Butenal, 2-methyl-, (E)-
55.0
R T
3.40 3.60 3.80 4.00
5000 m/z 41.00 27.78%
O‘th‘m‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl- A REREN RS
84.0 3.40 3.60 3.80 4.00
m/z 53.00 22.07%
) L/\JL
26.
o‘HM"{mw\uwm_m,mwmWm‘HH_HWWHHM PR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
BP019898.D

Library Search Compound Report

: 27 Feb 2024 16:00
: MA/JU
: P1523-02

: 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.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 3 Prenol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.064 11.07 ng 318199 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 74
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 72
3 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 50
4 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 43
5 1-Butene, 1-chloro-3-methyl- 104 C5HOC1 023010-00-6 43
Abundance Scan 166 (4.064 min): BP019898.D\data.ms (-160) (-) m/z 70.95 100.00%
71.0
- Jk\

3.80 4.00 4.20 4.40

i Jd | 148.0 221.2280.9340.9 415.1475.0 549.

O Ml e e e e T e e e e m/z 41.05 80.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 U R R R R
3.80 4.00 4.20 4.40
‘ m/z 69.10 59.95%
O‘\\“J\”‘“\J‘\J\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2006: 2-Buten-1-ol, 2-methyl-
71.0
AT R T
3.80 4.00 4.20 4.40
5000 ITI/Z 43.05 47 .95%
0 ‘MuwH_H‘,‘m‘H‘wH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5458: 1-Butene, 2-(chloromethyl)- R ERREmEEa S
69.0 3.80 4.00 4.20 4.40
m/z 39.05 46.49%
O‘HHH, e R SRR A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

8270E-BP022624.M Wed Feb 28 12:32:51 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4 2-Butenal, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.240 3.31 ng 95080 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 91
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 72
3 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 64
4 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 50
5 3-Aminoisoxazole 84 C3H4N20 001750-42-1 43

Abundance Scan 196 (4.240 min): BP019898.D\data.ms (-191) (-) m/z 83.95 100.00%

84.0

N

5000
T T
‘ 4.00 4.20 4.40 4.60
O bl ), 1431 208.9267.1 341139904603 545¢ ./, 55 00  60.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1598: 2-Butenal, 3-methyl-
84.0
5000 LA B I B I IR B
4.00 4.20 4.40 4.60
4 m/z 39.05 52.04%
24.
0‘\\‘\\‘!“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1631: Furan, 2,3-dihydro-4-methyl-
84.0

4.00 4.20 4.40 4.60
5000 m/z 82.95 47.63%

ol

=

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1599: 2-Butenal, 2-methyl- P R TR
55.0 4.00 4.20 4.40 4.60
m/z 41.10 46.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Geranyl nitrile Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.305 4.35 ng 125002 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Geranyl nitrile 149 C10H15N 101660-61-1 50
2 1,3,7-Nonatriene-1,1-dicarbonitr... 200 C13H16N2 344401-84-9 50
3 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 40
4 1,3,7-Nonatriene-1,1-dicarbonitr... 200 C13H16N2 1000162-13-4 40
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 33

Abundance Scan 207 (4.305 min): BP019898.D\data.ms (-202) (-) m/z 69.05 100.00%

69.0

=

5000
207.0 4.00 4.20 4.40 4.60
147.1 280.9 355.0
Ol.d,’.w.‘415-1474-9549- m/z 41.10  70.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26990: Geranyl nitrile
69.0
5000 L B R B R
4.00 4.20 4.40 4.60
m/z 43.00 39.05%
Ll 134.0
O‘\\\T{r r\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76005: 1,3,7-Nonatriene-1,1-dicarbonitrile, 4,8-dimethyl

.

69.0
T T T
4.00 4.20 4.40 4.60
5000 ITI/Z 55.00 23.35%
ol 1o, 1310 2000
T S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26541: Cyclopentane, bromo- R i AR R SRR
69.0 4.00 4.20 4.40 4.60
m/z 73.00 15.92%
- MM
ol 1500
A o o o e o S R S o R RN R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60

8270E-BP022624.M Wed Feb 28 12:32:53 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 6 unknown4.452 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.452 3.79 ng 108861 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 43
2 2-Penten-1-o0l, 2-methyl-, (Z)- 100 C6H120 016958-20-6 38
3 3-Hexen-1-o0l, (Z)- 100 C6H120 000928-96-1 35
4 2,6-Dodecadien-1-al 180 C12H200 021662-13-5 35
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e0 000513-81-5 30
Abundance Scan 232 (4.452 min): BP019898.D\data.ms (-228) (-) m/z 41.05 100.00%
41.0
R TR
) 4.20 4.40 4.60 4.80
- A'W 000 1782 26693270 | 42894970 1/, 7p.05  59.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4290: 3-Hexen-1-ol, (E)-
41.0
5000 I L R L
4.20 4.40 4.60 4.80
m/z 69.05 52.79%
O‘\\“J ‘”f\‘f\o?\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4423: 2-Penten-1-ol, 2-methyl-, (2)-
41.0
R R RBRER RS e
4.20 4.40 4.60 4.80
5000 m/z 67.10 51.52%
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4294: 3-Hexen-1-ol, (Z)- R e e A RRR
67.0 4.20 4.40 4.60 4.80
m/z 55.05 46.07%
) /\J\J/\\/me
o‘H““‘i“““}vmw_‘H_m‘mmeH_m_m_m_ s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

8270E-BP022624.M Wed Feb 28 12:32:54 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.634 17.99 ng 517202 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 72
2 2-Hexanol 102 C6H140 000626-93-7 56
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 53
4 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 40
5 4-Penten-2-o0l 86 C5H100 000625-31-0 38

Abundance Scan 263 (4.634 min): BP019898.D\data.ms (-258) (-) m/z 45.00 100.00%

45.0

>

5000
T T T
J ‘ 07.0 4 4.40 4.60 4.80 5.00
ol Au 070 192.9 2831 355.8415.1476.9 549. ./, 41 05  26.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 LU L B R IR A R
4.40 4.60 4.80 5.00
m/z 43.10 26.09%
O‘\‘\h\‘\“”\‘\\“\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4961: 2-Hexanol
45.0
T T T
4.40 4.60 4.80 5.00
5000 m/z 69.05 17.15%
o_‘ull‘JJ“'u‘mu‘w_‘H,‘Hw"_H‘_m_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0 4.40 4.60 4.80 5.00
m/z 39.05 12.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

8270E-BP022624.M Wed Feb 28 12:32:55 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00
Operator : MA/JU

Sample : P1523-02

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propanoic acid, 2-hydroxy-2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

4687 124501 357966 1,4-Dichlorobenzene-d4  7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 64

2 1-Butanol, 3-methoxy-, acetate 146 C7H1403 004435-53-4 50
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 38
4 Guanidine 59 CH5N3 000113-00-8 9

5 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 9

Abundance Scan 272 (4.687 min): BP019898.D\data.ms (-268) (-) m/z 59.10 100.00%

59.1

S

5000
R A
’ 4.40 4.60 4.80 5.00
Obrrkil 16312230  326.1 41504748 547.( 1/, 43 05 38.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
5000 TT O[T T T[T T[T rriT
4.40 4.60 4.80 5.00
m/z 71.10 14.44%
O‘\‘\”\JJH 1\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #25390: 1-Butanol, 3-methoxy-, acetate
59.0
R aaa S e
4.40 4.60 4.80 5.00
5000 ITI/Z 41.05 11.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5384 1-Butanol, 3-methoxy- e AARaARE RN
59.0 4.40 4.60 4.80 5.00
m/z 89.00 5.78%
5000 J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

8270E-BP022624.M Wed Feb 28 12:32:56 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.017 14.87 ng 427337  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 328 (5.017 min): BP019898.D\data.ms (-322) (-) m/z 43.00 100.00%

43.0
5000
101.1

T T T
4.60 4.80 5.00 5.20 5.40

Ol i 260:9220.9279.6341.0 414947485365 1/ s59.05  68.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- /\A
43.0

5000 L N RN R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.05 27.37%
O‘\\\‘J\‘ \\‘\H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 16.35%
|| 1260
O e b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4153: 1-Propen-2-ol, acetate _m,mwuwuu,u

43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.61%

0 [ ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40

8270E-BP022624.M Wed Feb 28 12:32:57 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 unknown5.793 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.793 3.26 ng 93672 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-chloro- 90 C4H7C1 004461-41-0 47
2 Boranamine, 1-chloro-N,N-dimethy... 145 C6H13BCIN 051783-28-9 25
3 Benzocyclobuten-1(2H)-one 118 C8H60 003469-06-5 23
4 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 23
5 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 10
Abundance Scan 460 (5.793 min): BP019898.D\data.ms (-449) (-) m/z 90.00 100.00%
90.0
5000 K
R R
h ‘ 150.8 280.9 5.40 5.60 5.80 6.00 6.20
Ol hlilll 15082090 28093430 4302 5061 ./, s55.95  75.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2643: 2-Butene, 2-chloro-
558.0
5000 L L L B R
5.40 5.60 5.80 6.00 6.20
‘ m/z 53.05 63.33%
0“‘“”\11“|‘|\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24697: Boranamine, 1-chloro-N,N-dimethyl-1-(1-methyl-
90.0
TR
5.40 5.60 5.80 6.00 6.20
5000 m/z 39.10 58.44%
27.0
ob el laseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10177: Benzocyclobuten-1(2H)-one RN RSy R
90.0 5.40 5.60 5.80 6.00 6.20
m/z 41.05 34.58%
) M\/\N\U\/\J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00 6.20

8270E-BP022624.M Wed Feb 28 12:32:58 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11 TIsoprene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.205 3.29 ng 94541  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoprene 68 C5H8 000078-79-5 80
2 2-Buten-1-o0l, 3-methyl-, acetate 128 C7H1202 001191-16-8 80
3 1,4-Pentadiene 68 C5H8 000591-93-5 72
4 4-Penten-1-o0l, trifluoroacetate 182 C7H9F302 1000365-57-8 56
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 53

Abundance Scan 530 (6.205 min): BP019898.D\data.ms (-526) (-) m/z 68.00 100.00%

68.0
5000 Jk
R TR T
128.0 343.2 4612 5.80 6.00 6.20 6.40 6.60
o Ahd | 12801909  2801343.2401.74612 5346 ;43 05 95.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #489: Isoprene
67.0
5000 DL R L B W
5.80 6.00 6.20 6.40 6.60
m/z 67.00 93.11%
O‘\‘\h ""\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14090: 2-Buten-1-ol, 3-methyl-, acetate
43.0
PR e
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.10 75.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #512: 1,4-Pentadiene R e AR
67.0 5.80 6.00 6.20 6.40 6.60
m/z 69.00 54.46%
- M\VVAW/\’\/\
T A — e it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40 6.60

8270E-BP022624.M Wed Feb 28 12:33:00 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 12 unknown6.752 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.752 18.80 ng 540455 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-1 38
2 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 25
3 1,3-Benzenedicarboxylic acid, 5-... 222 C12H1404 002359-09-3 22
4 2-Methyl-7-phenylindole 207 C15H13N 001140-08-5 22
5 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 22
Abundance Scan 623 (6.752 min): BP019898.D\data.ms (-614) (-) m/z 73.00 100.00%
73.0
207.1
5000
147.0
2810341 e L
‘ | } [ 41514751 549, 6.40 6.60 6.80 7.00
0berdph bt A At S mz 207,05 66.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #193169: Silicic acid, diethyl bis(trimethylsilyl) ester
207.0
5000 L L L B LI BN B
281.0 6.40 6.60 6.80 7.00
' m/z 193.05 40.76%
73.0 133.0 I ‘ ‘
O\\\‘\\“\\‘\‘!\“\‘\\U\\‘\‘\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene
207.0
R Ra A ARAR R
6.40 6.60 6.80 7.00
5000 m/z 147.00 29.57%
73.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101197: 1,3-Benzenedicarboxylic acid, 5-(1,1-dimethyle AR R RRRRE
207.0 6.40 6.60 6.80 7.00
m/z 221.10 22.69%
5000
91.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

8270E-BP022624.M Wed Feb 28 12:33:01 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\

Data File : BP©19898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 13 unknown7.293 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.293 12.76 ng 366707 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (6-Hydroxy-3,13-dimethoxy-5,7a,9... 532 C28H36010 1000496-06-2 25

2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 22
3 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 22
4 Stannane, tributylethyl- 320 C14H32Sn 019411-60-0 20

5 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 18

Abundance Scan 715 (7.293 min): BP019898.D\data.ms (-706) (-) m/z 73.05 100.00%
3.0

207.1
5000
147.0
2811 UL L B LI B LA BN
| 34T1 41514751 549 7.00 7.20 7.40 7.60
Ot ed b A b S Tz 207,05 62.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #342069: (6-Hydroxy-3,13-dimethoxy-5,7a,9,14b-tetrame
43.0 207.0

%

5000 NS
7.00 7.20 7.40 7.60

m/z 193.10  38.42%
149.0 289.0 415.0 /

0 Hm%MMMLMMAMHJA‘\ 355.0, | | 4y3.0932.0
L "“\‘“‘\"”\“‘W““\““\““\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #210888: Tetrasiloxane, decamethyl-
207.0
R RN
73.0 7.00 7.20 7.40 7.60
5000 m/z 147.00 29.75%
295.0
0 L 1330 I L |

R AR R RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #153273: 2-tert-Buty!
20

73.0
5000

135.

7.0

Iphenol, tert-butyldimethylsilyl ether

\260

7.00 7.20 7.40 7.60

m/z 221.05 18.87%

8

0 \h\ A |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

7.00 7.20 7.40 7.60

8270E-BP022624.M Wed Feb 28 12:33:02 2024

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14 unknown7.599 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.599 4.51 ng 129730 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 38
2 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 27
3 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 25
4 1-Butene 56 C4H8 000106-98-9 10
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 10
Abundance Scan 767 (7.599 min): BP019898.D\data.ms (-761) (-) m/z 41.05 100.00%
41.0
w MJLM
1‘020 7.207.40 7.60 7.80 8.00
' 209.1 280.9 355.0 ! e
ol ‘j b b S SR SO ALS0 4BBTDA0. s 71,00 96.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5472: 1-Butene, 2-chloro-3-methyl-
69.0
5000 (RN L L L
7.20 7.40 7.60 7.80 8.00
m/z 69.00 77.53%
OJ‘\“f‘“I"‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7919: Ethanamine, N-pentylidene-
56.0
A REREEES e
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 56.05 74 .82%
113.0
S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #534: 1,2-Dimethyl cyclopropene BREEAREEEESEEEE e
39.0 7.20 7.40 7.60 7.80 8.00
m/z 38.95 64.98%
B \»\/LLM
om‘”w‘ R AR LR AR AR AR A AR RRRERRRSRRRRNREE R s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00

8270E-BP022624.M Wed Feb 28 12:33:04 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP©19898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02

Misc

ALS vial : 13  Sample Multiplier: 1

20240764-COMPOSITE-39N-N-3-02

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Cyclohexane, 1,3-dimethyl-, Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.140 3.16 ng 90705 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
2 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 64
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 64
4 Thiophene, 3-ethyl- 112 C6H8S 001795-01-3 64
5 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 50

Abundance Scan 859 (8.140 min): BP019898.D\data.ms (-853) (-)
97.1

m/z 97.10 100.00%

——

5000
T B SR
3% } 207.0 2550 602 7.80 8.00 8.20 8.40
O bl L 20T 295.1855.0414.9 489.2549 ) o5 o5 34.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-
97.0
5000 L L L R B B
7.80 8.00 8.20 8.40
m/z 69.00  21.33%
3{.(\ ‘
0‘\\HWU[J\‘Y!]\‘1‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #7131: 2-Pyrazoline, 1,4,5-trimethyl-
97.0
AR
7.80 8.00 8.20 8.40
5000 ITI/Z 41.10 20.59%
28.0
0! H"“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7239: 2(5H)-Furanone, 5,5-dimethyl-  EAEammmEEEEE S
97.0 7.80 8.00 8.20 8.40
m/z 112.10 19.98%
0“HLM ‘WJ‘H‘H“_“w‘H“H“_“W‘H“H“_‘H“ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 16 unknown8.869 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.869 2.87 ng 82427 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 46
2 6a-Hydroxy-3,13-dimethoxy-4a,7a,... 488 C26H3209 1010475-65-9 42
3 N-Methyl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 30

4 6-Fluoroindole, TMS derivative 207 C11H14FNSi 1000468-35-0 30
5 Stannane, tributylethyl- 320 C14H32Sn 019411-60-0 27

Abundance Scan 983 (8.869 min): BP019898.D\data.ms (-972) (-) m/z 73.05 100.00%

3.0
207.1
5000
147.0
281.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
1 \ N 34|1-0 41?.0475_2 549 8.60 8.80 9.00 9.20
[(JRESDUINE N NI SSTE 8 S MO A O S i m/z 207.85 66.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-

s

73.0
5000 207.0 RN R N R R
8.60 8.80 9.00 9.20
m/z 192.95 32.85%
133.0 281.0 355.0 4290
O‘\H\"\\H‘\l\\\\‘l‘\WHAHT‘HMLWLW‘WW‘JTWL‘LWH\[\\l\\.‘\4\8\\9‘.(\)\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #335881: 6a-Hydroxy-3,13-dimethoxy-4a,7a,9,14b-tetran
207.0
B Rama s A REEES T
8.60 8.80 9.00 9.20
5000 430 m/z 147.00  28.69%
149.
‘ ﬂ 305.0 371.0 488.0
0t j ,J‘”ﬂ‘“ “:uh““k‘*““‘:‘\wJ;‘ bl L “ . {‘ ﬁ??:% - ‘x [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83938: N-Methyl-1-adamantaneacetamide A RaR s AR
207.0 8.60 8.80 9.00 9.20
135.0 m/z 221.05 24.51%
5000
73.0
0! MH‘W"MH‘_‘H_H‘_H“wwwwww S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\

Library Search Compound Report

BP019898.D

: 27 Feb 2024 16:00
: MA/JU
: P1523-02

: 13 Sample Multiplier: 1

20240764-COMPOSITE-39N-N-3-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.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 17 unknownll.451 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.451 2.68 ng 111168 Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 37
2 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 35
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 35

000638-10-8 32
1000309-30-8 25

4 2-Butenoic acid, 3-methyl-, ethy... 128 C7H1202
5 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404

Abundance Scan 1422 (11.452 min): BP019898.D\data.ms (-1416) (-
83.0

m/z 83.05 100.00%

-

5000
o
“1} ﬂ47120702671 355.1418,3476.9535.0 P
O My [247,1207.0267.1  355.1418.3476.95350 1/, 59,09  78.44%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14049: 2,2-Dimethyl-4-pentenoic acid
83.0
5000 L
11.50
\ m/z 55.05 24.91%
O‘\\h\“\"‘“\m‘\l\\‘[1’\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #142989: Oxalic acid, cyclohexyl isohexyl ester
83.0
—
11.50
5000 ITI/Z 43.00 21.86%
] R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl- ——
83.0 11.50
m/z 128.00 18.32%
5000

B

o lF»H ] A |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

T
11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 18 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.446 36.69 ng 2126040  Acenaphthene-dle 14.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual

12,4,7,9-Tetram
2 Metacetamol
3 Acetaminophen

ethyl-5-decyn-4,7-... 226 C14H2602
151 C8HONO2
151 C8H9INO2

000126-86-3 91
000621-42-1 50
000103-90-2 50

4 Benzenamine, 4-propoxy- 151 C9H13NO 004469-80-1 50
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 50
Abundance Scan 1761 (13.446 min): BP019898.D\data.ms (-1752) (- | m/z 43.00 100.00%
43.0 109.1
5000
=
d\‘ 69.1 13.50
Ol bbb JO%E 28313411 41604750 548! /5 199 10 92.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 U
13.50
m/z 151.05 53.34%
g 220
O‘\\“\\\‘fdl\ﬂ\‘u\“\M“‘IWMH\A\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol
109.0
Al
13.50
5000 ITI/Z 41.05 23.27%
43.0
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28727: Acetaminophen .
109.0 13.50
m/z 85.05 19.35%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc : 20240764-COMPOSITE-39N-N-3-02

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 19 unknownl4.763 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.763 11.19ng 648384 Acenaphthene-d10 14.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual

etradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
uccinic acid, cyclohexylmethyl ... 298 C17H3004 1000389-65-4 10
4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
(Diethylamino)acetonitrile 112 C6H12N2 003010-02-4 10
-Cyclohexen-1-01, 3-methyl- 112 C7H120 053783-91-8 10

uih wNnPE
w NN A
1.

Abundance Scan 1985 (14.763 min): BP019898.D\data.ms (-1976) (- m/z 43.05 100.00%
43.0
5000 1011 [\\_’\
h J“ } 2 14:50 15.00
ol LA, ‘vm ‘u o 282:1340.9398.9457.8 5348 4/, 57.05  56.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168310: Tetradecane, 1-bromo-
57.
0 135.0
5000 L
14.50 15 00
m/z 97.10 51.29%
0 “ L “ il l h 197.0 276.0
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196886: Succinic acid, cyclohexylmethyl 2-methylpentyl
97.0
P
14 50 15.00
5000 ITI/Z 101. 48.07%
2?- }l 203.0
O b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta; —
57.0 14 50 15.00
m/z 137.0 44.62%
5000
ol J\ | J15-0 227.0
R e AR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP©19898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02

Misc

ALS vial : 13  Sample Multiplier: 1

20240764-COMPOSITE-39N-N-3-02

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.198 6.96 ng 512631 Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2569 (18.198 min): BP019898.D\data.ms (-2563) (- m/z 73.00 100.00%
73.0
5000
213.2
= =
W} L \ 18.00 18.50
ok M“w i 4L, B8LO3407 4291 8211 ., 59,95  76.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ]
18.00 18.50
H 213.0 m/z 43.05 67.97%
O\\i“ \l\‘i“m‘\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
== =
18.00 18.50
5000 m/z 55.05 62.37%
L 228.0
“ i }h m “‘\ i ‘ Hﬂ \
((ARSR RS R B I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid = .
73.0 18.00 18.50
m/z 57.05 61.38%
5000
L 214.0
0 M n\u\ e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022724\
Data File : BP019898.D

Acqg On : 27 Feb 2024 16:00

Operator : MA/JU

Sample : P1523-02 :

Misc . 20240764-COMPOSITE-39N-N-3-02

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-o0l 3.123 104.9 ng 3016100 1  7.893 574869 20.0
2-Butenal, 2-me... 3.746 3.0 ng 87516 1 7.893 574869 20.0
Prenol 4.064 11.1 ng 318199 1 7.893 574869 20.0
2-Butenal, 3-me... 4.240 3.3 ng 95080 1 7.893 574869 20.0
Geranyl nitrile 4.305 4.3 ng 125002 1 7.893 574869 20.0
unknown4.452 4.452 3.8 ng 108861 1 7.893 574869 20.0
2-Pentanol, 4-m... 4.634 18.0 ng 517202 1 7.893 574869 20.0
Propanoic acid,... 4.687 12.4 ng 357966 1 7.893 574869 20.0
2-Pentanone, 4-... 5.017 14.9 ng 427337 1 7.893 574869 20.0
unknown5.793 5.793 3.3 ng 93672 1 7.893 574869 20.0
Isoprene 6.205 3.3 ng 94541 1 7.893 574869 20.0
unknown6.752 6.752 18.8 ng 540455 1 7.893 574869 20.0
unknown7.293 7.293 12.8 ng 366707 1 7.893 574869 20.0
unknown?7.599 7.599 4.5 ng 129736 1 7.893 574869 20.0
Cyclohexane, 1,... 8.140 3.2 ng 90705 1 7.893 574869 20.0
unknown8.869 8.869 2.9 ng 82427 1 7.893 574869 20.0
unknown11.451 11.451 2.7 ng 111168 2 10.699 828630 20.0
2,4,7,9-Tetrame... 13.446 36.7 ng 2126040 3 14.540 1158840 20.0
unknownl14.763 14.763 11.2 ng 648384 3 14.540 1158840 20.0
n-Hexadecanoic . 18.198 7.0 ng 512631 4 17.298 1473420 20.0
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