LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc :

ALS vial : 8 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136882.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 11 17 rVB 209172 286265 16.60%  2.035%
2 2.257 25 29 38 rVB 73058 88906 5.16% 0.632%
3 4.422 393 397 403 rBV 110397 122451 7.10% 0.871%
4 5.034 497 501 511 rVB 54216 71360 4.14% 0.507%
5 5.434 565 569 585 rBV 1496917 1377554 79.91% 9.794%
6 6.428 734 738 755 rBV 1444827 1398083 81.10% 9.940%
7 6.781 794 798 801 rBV 451018 403364 23.40% 2.868%
8 7.339 888 893 896 rBV 976063 907220 52.62% 6.450%
9 8.057 1009 1015 1018 rBV 589188 533955 30.97% 3.796%
10 9.133 1192 1198 1201 rBV 2000777 1723981 100.00% 12.257%
11  9.810 1306 1313 1317 rBV 661762 579657 33.62% 4.121%
12 10.604 1444 1448 1457 rBV 1029960 943467 54.73% 6.708%
13 10.733 1464 1470 1473 rBV3 19821 21706 1.26% 0.154%
14 11.304 1563 1567 1570 rBV 763372 621979 36.08% 4.422%
15 11.327 1570 1571 1575 rVB2 27833 23350 1.35% 0.166%
16 11.563 1608 1611 1614 rBV2 52859 47533 2.76% ©0.338%
17 11.592 1614 1616 1620 rVB 50644 46411 2.69% ©0.330%
18 11.727 1636 1639 1642 rBV3 13554 20055 1.16% 0.143%
19 11.839 1654 1658 1664 rBV 317805 312898 18.15% 2.225%
20 12.010 1679 1687 1690 rBV2 48693 75779 4.40% 0.539%
21 12.045 1690 1693 1697 rVV3 141553 164837 9.56% 1.172%
22 12.080 1697 1699 1702 rVB2 22634 27929 1.62% 0.199%
23 12.157 1709 1712 1714 rBV 134207 122960 7.13% 0.874%
24 12.180 1714 1716 1718 rVB 85394 67916 3.94% 0.483%
25 12.251 1725 1728 1731 rBV 104689 79537 4.61% 0.565%
26 12.327 1737 1741 1745 rBV 267381 285324 16.55% 2.029%
27 12.521 1771 1774 1777 rBV 78341 70793 4.11% 0.503%
28 12.627 1788 1792 1799 rBv4 101538 123541 7.17% 0.878%
29 12.751 1811 1813 1816 rBV 45206 37026 2.15% 0.263%
30 12.863 1829 1832 1834 rBV 109744 91559 5.31% 0.651%

31 12.898 1834 1838 1842 rVV 1628330 1514416 87.84% 10.767%

32 13.116 1870 1875 1876 rBV4 40450 62406  3.62% 0.444%
33 13.133 1876 1878 1880 rvww2 69278 62440 3.62%  0.444%
34 13.151 1880 1881 1885 rVvB4 35089 32106 1.86% ©0.228%
35 13.480 1932 1937 1941 rBV7 19808 31577 1.83% 0.224%

36 13.733 1977 1986 1986 rBV 200133 201443 11.68% 1.432%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.810 1990 1993 1996 rVB 30187 27229 1.58% 0.194%
38 13.851 1996 2000 2008 rBVS5 43891 104112 6.04% 0.740%
39 13.957 2012 2018 2022 rBV 396702 448783 26.03% 3.191%
40 14.433 2096 2099 2102 rVB 30638 27238 1.58% 0.194%
41 15.004 2193 2196 2204 rVWV 24066 40432 2.35% 0.287%
42 15.080 2207 2209 2213 rVB2 28423 26258 1.52% 0.187%
43 15.374 2257 2259 2265 rVB 21445 26531 1.54% 0.189%
44 15.439 2265 2270 2283 rVB 302857 419822 24.35% 2.985%
45 15.915 2346 2351 2362 rBV2 33802 71504  4.15% 0.508%
46 16.445 2436 2441 2444 rBV7 8956 19102 1.11% 0.136%
47 17.568 2625 2632 2639 rBv4 83355 189646 11.00% 1.348%
48 17.933 2688 2694 2702 rBvV4 16227 43465 2.52% 0.309%
49 18.592 2798 2806 2811 rBV1e 14742 39673 2.30% 0.282%
Sum of corrected areas: 14065579
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\

BF136882.D
: 02 Jan 2024 20:56
: CG\JU
: 05897-23
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Ab%%%g:(?o TIC: BF136882.D\data.ms
1500000 5434 6.428
1000000 7.339
500000 6.781
152
257 4.422 5.034
0\\\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time->  2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abund :
u2nOOaOnOCOeO 0133 TIC: BF136882.D\data.ms
12.898
1500000
10.604
1000000
11.304
9.810
8.057
500000
863
0 L 10.733 11327132 [t
—4 — e —_ e e e e e
Time—> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Ab%%%g:(?o TIC: BF136882.D\data.ms
1500000
1000000
500000 13.957
15.439
13.733
17.568
13.480 1453 15180380 15.3714 15915 16445 17.933 18.592
0 T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 14.19 ng 286265 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 11 (2.152 min): BF136882.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
55.1 87.1
R RRAREEEE
‘ 2.202.302.402.502.60
Ol el w2 43,10 se.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T[T [Tt
43.0 2.202.302.402.502.60
~ 550 87.0 m/z 55.10  29.98%
w0 ||
O \\‘\\\\‘\\\”‘\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R R RARER L
87.0 2.202.302.402.502.60
41.0 550
5000 ' m/z 87.10 26.16%
29.0
150 Mh ‘ ‘\ A
O AR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl- AR ERRRRRAREISEE
73.0 2.202.302.402.502.60
m/z 41.05 14.50%
5000 59.0
87.0
43.0
0 299 \M Ll I , 10?0
R m R L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.502.60

8270-BF122023.M Wed Jan 03 11:54:24 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-Propanone, 1l-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.257 4.41 ng 88906 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1-chloro- 92 C3H5C10 000078-95-5 72
2 Methyl glyoxal 72 C3H402 000078-98-8 9
3 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 9
4 Ethyl Chloride 64 C2H5C1 000075-00-3 9
5 2-Propanone, 1-fluoro- 76 C3H5FO 000430-51-3 9

Abundance  Scan 29 (2.257 min): BF136882.D\data.ms (-25) (-) m/z 43.00 100.00%

43.0
5000
B RN A o
75.0 92.0 220 240 2.60
L, 570 i i 9
o e e e m/z 49.00 11.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2705: 2-Propanone, 1-chloro-
43.0
5000 LN L L B B

220 240 260
m/z 42.00 11.34%

15.0

o - 270 | s70 770 920
\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #713: Methyl glyoxal
43.0
AP BV S
220 240 260
m/z 75.00 6.87%
5000 29.0
56.0 72.0
o] O OO St
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2740: Propane, 1-chloro-2-methyl- il T
43.0 220 240 260
m/z 92.00 6.64%
5000
27.0
o180 | ||| 560 770 g0
e e e e e e e A e
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.422 6.07 ng 122451 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 397 (4.422 min): BF136882.D\data.ms (-393) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.0
R
‘ 67.0 4.00 4.20 4.40 4.60 4.80
bl 285l m/z 55.18 97.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 [T T T T T T T T T T
290 ’ 98.0 4.00 4.20 4.40 4.60 4.80
' m/z 43.00 41.38%
Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 e e
200 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.00 34.42%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- R AAREERAREE
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 28.07%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH G § R —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.034 3.54 ng 71360 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 501 (5.034 min): BF136882.D\data.ms (-497) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 U U IR R R R
‘ 83.1 4.80 5.00 5.20 5.40
Ol el SR b m/z 59.08 59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L I L LA BN I
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.80%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
S RRARN AT
4.80 5.00 5.20 5.40
5000 31.0 43.0 73.0 m/z 58.00 14.03%
oH_H‘_m‘:“m“‘HMwm1‘!;HH_m?“lﬁ?w‘l‘o‘l‘aq‘,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e RRRRE LY L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.91%
5000
410 101.0
o 180 210 |yl mo®0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 10.06 ng 312898 Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
Abundance Scan 1658 (11.839 min): BF136882.D\data.ms (-1654) (- m/z 43.10 100.00%
43.1 73.1
5000
1250 \JLA_/
213.2 = e
‘ 157.1185.1 256.3 11.50 12.00
Y I— m/z 73.10  97.97%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 o —
129.0 11.50 12.00
213.0 m/z 60.00 90.26%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— rempealy
43.0 11.50 12.00
5000 129.0 m/Z 41.05 75.99%
171.0
‘ 214.0
e A o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid > —
43.0 73.0 11.50 12.00
m/z 57.05 75.47%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W e S
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8-Hydroxy-3,7-dimethyl-1,5-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.010 2.44 ng 75779  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Hydroxy-3,7-dimethyl-1,5-dioxa... 258 C13H2205 1000194-13-3 64
2 Ethanone, 1-[2,3-dihydro-1,1,2,6... 258 C18H260 068140-48-7 62
3 2(3H)-Benzofuranone, 3-[3-(dimet... 215 C13H13NO2 056771-83-6 58
4 Succinic acid, 2,2,3,3-tetrafluo... 376 C13H10C12F404 1000389-86-3 53
5 Benzoic acid, 4-(4-ethylcyclohex... 402 C25H26N203 086377-38-0 50
Abundance Scan 1687 (12.010 min): BF136882.D\data.ms (-1679) (- m/z 215.20 100.00%
215.2
5000
/PR LN S
. 131.1 258.1 12.00
| 4890 200 il 5l s 1 ‘ | B
Ot ek s g B b e b m/z 216.20  16.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Awmmme#35%98Hme37mmawuﬁdmmsmmﬁﬂmd
215.
[ln (Y
5000 85.0 T
550 12.00
270 185.0 m/z 43.05 14.42%
i I h 2R
0 \H‘H‘”\\h\‘Hl‘\h“\\\m\\\‘\ \1‘\\ TTTTTTTT TTTT \H\ \‘\HH\H\‘H
RS AR AR AR AR AR AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #146131: Ethanone, 1-[2,3-dihydro-1,1,2,6-tetramethyl-3-

215.0
T \
12.00
5000 43.0 m/z 131.05 13.49%
173.0 258.0
P D v ol AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /JV\ AW
Abundance #93270: 2(3H)-Benzofuranone, 3-[3-(dimethylamino)-2-p N‘ : ‘M‘ :
215.0 12.00
m/z 137.00 11.95%
5000
50.0 82‘0 11"50 146.0 18‘60
0"H‘_ﬁ‘@1NLNL‘HH‘HLWW‘W‘HW‘H‘_H‘_‘HM‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.045 5.30 ng 164837  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 50
2 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 46
3 Silane, methylvinyl(cycloheptylo... 242 C13H2602Si 1000421-02-5 43
4 Benzamide, N-(4-hydroxyphenyl)-2... 227 C14H13NO2 022978-52-5 35
5 1,12-Dodecanedioyl dihydrazide 258 C12H26N402 004080-98-2 30
Abundance Scan 1693 (12.045 min): BF136882.D\data.ms (-1690) (- m/z 227.20 100.00%
227.2
119.1
5000
157.1 J\A
411 910 185.1 AL ‘
SRR T 08 IR N S
O m 4l M“k L M‘WM Mu‘w !M bl “ TR SUSTRVTN S P m/z 119.10  61.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0 )\/\/\
5000 el :
12.00
m/z 143.05 49.10%
550 g1 115 OH 171.0199.0
ot walay b b e JI .l 1
O ‘HH‘H\‘\’H‘H‘HH‘HH‘HHMH\“H‘H‘HH‘\\H‘\ H‘HH‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126430: Dicyclopenta[a,d]oenzene, 4,8-diethyl-1,5-dime

227.0
12.00
5000 ITI/Z 120.10 41.68%
157.0185.0
41.0 910 1200 ‘ ‘
Ottt el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #125767: Silane, methylwnyI(cycloheptyloxy)lsopropoxy— & e
87.0 27.0 12.00
185.0 m/z 242.20  37.08%
129.0
5000
61.0
157.0
0 59\\9“\ T \‘\ "“\ e ‘\ \h“ \‘1”\ H \ M—v—v—v—rﬁ' T Af\ f A“\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF122023.M Wed Jan 03 11:54:32 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 (1S,4aS,4bsS,7S,8aS,10aS)-7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.157 3.95 ng 122960  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4aS,4bs,7S,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 70
2 8-Hexadecyne 222 C1l6H30 019781-86-3 35
3 2(1H)-Pyridinone, 1-methyl- 109 C6H7NO 000694-85-9 35
4 (4as,5S,8aS)-5-Isopentyl-1,1,4a,... 262 C19H34 220766-81-4 22
5 1,2-Benzooxazine,2-cyclohexyl-4-... 262 C16H26N20 037898-39-8 20

Abundance Scan 1712 (12.157 min): BF136882.D\data.ms (-1709) (- m/z 109.05 100.00%

100.1
81.1
5000 : '
el

12.00 12.50
0" m/z 81.10 78.02%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #151062: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di
109.0

81.0

5000 e LB
262.C 12.00 12.50
16301910 m/z 95.05  71.52%
ol ]| e
O\H\‘\H\’HM“\ ‘}\‘}{\M\“\H\\‘!‘\H"H‘H‘\H\‘Hl\‘\\\\‘i\H\’\H\“\H
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #102175: 8-Hexadecyne
67.0
—— —
95.0 12.00 12.50
5000 m/z 55.10 65.76%
29.0
123.0
0 ﬂ‘uh L L 151.0179.0 3250
- H‘HH‘\H\‘\H\’HH‘\H\‘HH‘\H\‘\H\’H\\‘\H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #6298: 2(1H)-Pyridinone, 1-methyl- — —
109.0 12.00 12.50

m/z 163.15 54.87%

81.0
5000
39.0
1 —— i i
rrr‘v—‘—vmrrvm,,

m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50

o

8270-BF122023.M Wed Jan 03 11:54:33 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl2.180 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.180 2.18 ng 67916 Phenanthrene-die 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl-1-(1-methy... 136 C1@H16 000586-67-4 38
2 2H-Benzocyclohepten-2-one, 3,4,4... 178 C12H180 055103-71-4 35
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C1l@H16 005113-87-1 30
4 2-[4-(1-Methylethoxy)benzyl]-4,5... 260 C14H16N203 1000327-10-9 30
5 Bicyclogermacrene 204 C15H24 067650-90-2 25
Abundance Scan 1716 (12.180 min): BF136882.D\data.ms (-1714) (- m/z 260.25 100.00%
79.0 107.1 136.1 21y.2  260.Z
43.1
5000 176.1
11|
‘ ‘ ‘ ‘ ‘ 12.00 12.50
0! ““HW‘MMm‘ww_‘WHW ~  'm/z 136.85 99.33%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #18171: Cyclohexene, 4-methyl-1-(1-methylethenyl)-
79.0
5000 107.0
136.0 12.00 12.50
39.0 m/z 107.05  96.04%
O‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52953: 2H-Benzocyclohepten-2-one, 3,4,4a,5,6,7,8,9-0¢
41.0 79.0 121.0
‘/\/L‘ T T ‘ T T ‘ T
178.0 12.00 12.50
5000 ITI/Z 217.15 95.87%
150.0
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18252: Cyclohexene, 3-methyl-6-(1-methylethenyl)-, (3F | Lo L1 RETNTE AA‘N
79.0 136.0 12.00 12.50
107.0 m/z 93.10 92.80%
- I (/\/J\/L\}IKNM
0! WHHUW“mwWMWWWW‘ e il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50

8270-BF122023.M Wed Jan 03 11:54:34 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.251 2.56 ng 79537  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 96
2 Pyrazol-4-amine, 1-(3,4-dichloro... 241 C10H9C12N3 1000273-77-4 52
3 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 35
4 Isoxazole, 5-methyl-4-phenyl- 159 C1OH9NO 023253-49-8 35
5 3,4-Dihydro-3,3-dimethyl-1,9(2H,... 241 C15H15NO2 1010212-95-2 30
Abundance Scan 1728 (12.251 min): BF136882.D\data.ms (-1725) (-} | m/z 159.10 100.00%
159.1
241.2
5000
i
117.0 S NI
43"1 ‘ 18 121‘3'2 12.00 12.50
oHH_Hw‘mh_wm}” - JLM“W ‘W‘l‘Mwwaw‘”w m/z 241.20  71.07%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143710: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
159.0
241.0 JM
5000 e /\«A‘
12.00 12.50
117.0 2130 m/z 185.10  38.32%
55.0 g30 ‘ | 186.0° |
OHH‘\H\‘H\‘\‘\‘\“\\H“‘H‘\M\‘\‘Hh”‘\‘H\‘\‘MM\H‘}‘l\‘\“”\“\\H‘\H‘\‘HH“\H\‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance  #124355: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159.0
2410 12.00 12.50
5000 m/z 117.00 19.19%
550 89.0 125.0 213.0
I LN
[(RRRSNNNV TS MU WIANTNSAH WS had | S
m/z--> 20 40 60 80 100120140160 180200220240 260 Wﬁ%
Abundance #143695: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5 W/{J\‘M‘ AU T A’(‘W’
241.0 12.00 12.50
m/z 129.05 18.81%
5000
185.0
29.0 142.0 ‘ J\%
0‘HU_MMNH‘_Za?mw}%ﬁﬂuﬁthNmW‘Hﬂguqquw‘uh‘ e S
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00 12.50

8270-BF122023.M Wed Jan 03 11:54:38 2024 Page: 13



Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 11 unknownl2.327 Conce
R.T. EstConc Area Relative to IS

12.327  9arng 285324 Phenanthrene-d10

Hit# of 5 Tentative ID MW MolForm

1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26

2 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802

3 5-Methoxy-2-methyl-4-oxo0-1,2,3,4... 242 C14H14N202
4 7-Diethylamino-2-oxo0-2H-chromene... 242 C14H14N202
5 2-(4-((Trimethylsilyl)oxy)benzyl... 242 C13H14N20S

arch Compound Report

BF122623.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 3

D R.T.

""""" 11.304
CASH# Qual

032624-67-2 95
055591-17-8 64
1000227-06-0 49
332411-59-3 49
i 771575-52-1 46

m/z 227.15 100.00%

bl

12.00 12.50

m/z 143.00  45.52%

12.00 12.50

m/z 242.20  29.07%

L s

12.00 12.50

m/z 228.20  19.05%

\A\ T

12.00 12.50

Abundance Scan 1741 (12.327 min): BF136882.D\data.ms (-1737) (-
227.2
5000 143.0
41.0 115. 171.1199.2 ‘ .
Ol 0 il sy L1258
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000
55. q‘ 171. 0199 o
0 TT H’\ TTT ‘\ H‘\“ \‘H‘H\ \Mim\ T \M\ ’ \‘\‘\h““\ \H\ T ‘M‘\ \Hh‘h‘ \‘\‘h‘\ “\‘\ T ‘ T \ \ ‘ \ H“‘\ TTT ‘ T
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,
227.0
5000
115.0
0 1? OM I 0 79 0 Ly \“14\?’ 9\171 0199 0 ‘ I
T L D L A L e R B R R
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #125906: 5-Methoxy-2-methyl-4-oxo0-1,2,3,4-tetrahydro-1
227.0
5000
155.0 199.0
S i T B S O S
m/z--> 20 40 60 80 100120140160 180200220240 260

m/z 128.00 16.70%

12.00 12.50

8270-BF122023.M Wed Jan 03 11:54:39 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.97 ng 123541  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 1792 (12.627 min): BF136882.D\data.ms (-1788) (- m/z 43.10 100.00%
43.1 73.0

5000

T T
12.50 13.00

0 m/z 73.00 87.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 S e
129.0 12.50 13.00

m/z 60.00 78.14%

185.0 2410 284
’\‘\‘\ \“‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

o

12.50 13.00
5000 256.0 m/z 57.05 77 .68%
129.0
213.0
L e
0 ’HHHHM‘H‘\‘\C“‘\\M\H“th \”\‘u‘m\‘\\u‘\‘HH“\m,\‘m‘uu“uu‘m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid e e

73.0 12.50 13.00

m/z 41.05 69.86%

43.0
5000
129.0
185.0 228.0
) |

T ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o

8270-BF122023.M Wed Jan 03 11:54:40 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 14 unknownl13.116 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.116 2.78 ng 62406 Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 30
2 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 25
3 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 18
4 Benzaldehyde, 2,4-dimethyl- 134 C9H100 015764-16-6 18
5 Ethyl 3,5-dimethylbenzoate 178 C11H1402 021239-29-2 14
Abundance Scan 1875 (13.116 min): BF136882.D\data.ms (-1870) (- m/z 133.00 100.00%
138.0
91.0
P e
‘ ‘ 221.0 284.3 13.00 13.50
0 d‘\“h‘h‘m‘ b nyz 1s6.05  96.59%
m/z--> 50 100 150 200 250 300
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0
5000 ot N
13.00 13.50
91.0 m/z 91.80  72.21%
39.0
05N ‘\‘ “‘ \”H\‘ W ‘\L ‘m\h‘\ ‘HU \”“ L B sy B B
miz--> 50 100 150 200 250 300
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0
104.0 - —
13.00 13.50
5000 m/z 134.00  58.20%
65.0
o i LU
m/iz--> 50 100 150 200 250 300
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro- a sy bty
133.0 13.00 13.50
m/z 92.10 56.66%
5000
510 910 /&\\r
o"‘;‘Hm““h“““‘h“ | A S—
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF122023.M Wed Jan 03 11:54:41 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15 unknown13.133 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.78 ng 62440  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, phenylhydrazone 134 C8H1ON2 000935-07-9 25
2 Bicyclo[2.2.2]oct-2-ene, 1,2,4,5... 234 C8H5F7 031462-65-4 11
3 [5-(5,5-Dimethyl-[1,3]dioxan-2-y... 220 C12H16N202 1000188-23-2 11
4 Indoleacrylic acid 187 C11H9NO2 001204-06-4 11
5 Benzaldehyde, 2,5-dimethyl- 134 CS9H1e0 005779-94-2 11
Abundance Scan 1878 (13.133 min): BF136882.D\data.ms (-1876) (- m/z 92.05 100.00%
92.0 146.1 1872
43.1
5000 /\(\\'
‘ 220.1 275.1 13.00 13.50
0! il ‘\‘Hi\mm‘m‘h‘ HHHM ‘HH\}\\U\ AL \‘\”‘\‘\L! il A L m/z 146.05 91.00%
m/z--> 50 100 150 200 250 300
Abundance #17454: Acetaldehyde, phenylhydrazone
134.0
92.0
5000 B e
13.00 13.50
m/z 187.15  85.85%
39.0 ‘
0 T T ‘\ “ \H‘\‘\ \‘ “\ ‘\ \‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #116605: Bicyclo[2.2.2]oct-2-ene, 1,2,4,5,5,6,6-heptafluo
134.0
\AAT‘\@M!\/‘\\I\A‘ : i I
13.00 13.50
5000 m/z 134.05 73.32%
234.0
69.0 I 186.0
Y S S | i sl AV —
m/iz--> 50 100 150 200 250 300
Abundance #98642: [5-(5,5-Dimethyl-[1,3]dioxan-2-yl)-1H-pyrrol-3-yl] ot oty o mhat
134.0 13.00 13.50
m/z 43.10 63.31%
5000
41.0 221.0
Wil |
Y N+ S S S
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF122023.M Wed Jan 03 11:54:42 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 16 1,3-Dimethyl-5-ethyladamantane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.733 8.98 ng 201443  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 52
2 4-Amino-5,6-dimethylfuro[2,3-d]p... 163 C8HIN30 005117-94-2 50
3 n-Hexyltriethoxysilane 248 C12H2803Si 018166-37-5 49
4 1,2-Hexanediol, 1,2-diphenyl- 270 C18H2202 080475-19-0 47
5 Propanal, 2-(4-ethoxyphenyl)-2-m... 192 C12H1602 093622-71-0 47

Abundance Scan 1980 (13.733 min): BF136882.D\data.ms (-1977) (- m/z 163.20 100.00%

168.2
5000

410 951 13.50 14.00
H \‘\ h \“MH“\\ \M \#8 l H\ ‘ 228 1 263 1 306': m/z ]._91, 15 1'8. 36%

miz--> 50 100 150 200 250 300
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
107.0 :

5000 e L
13.50 14.00

m/z 95.10 17.44%

55.0
O T T T T “‘ T m\ H!‘ \“‘ H\ \ T : T ‘ T L\ \‘ ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300
Abundance  #38983: 4-Amino-5,6-dimethylfuro[2,3-d]pyrimidine
163.0

T T
13.50 14.00

o

5000 ITI/Z 164.10 16.68%
43.0 121.
ok \ ‘u ‘m ‘\\‘\‘ g ‘u ‘ by \‘ Al ‘ “ R R
m/z--> 50 100 150 200 250 300
Abundance #132785: n-Hexyltriethoxysilane
163.0 13.50 14.00

m/z 81.10  15.43%

5000
119.0
450 7.0

obt20 1y b | 2030 2480
R by | 2030 2480

‘ ‘ T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 17 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.851 4.64 ng 104112  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 1-Tricosene 322 C23H46 018835-32-0 90
3 1-Octadecanol 270 C18H380 000112-92-5 83
4 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81

Abundance Scan 2000 (13.851 min): BF136882.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
97.0
5000
— ——
0 m/z 55.10 85.70%
miz--> 50 100 150 200 250 300
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 — ——
13.50 14.00
m/z 43.10  80.34%
169.0 238.0
04 “\ ‘i‘ “‘ T H\‘ H‘i ‘1‘\]“-#‘17@“\‘ “\ \2\0‘21\0\ T ‘\ T \28\3\0‘ T
miz--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0, 83.0
— ——
13.50 14.00
5000 m/z 83.05 78.77%
25.0
L) aseo 2.
ol Wk b P e T
miz--> 50 100 150 200 250 300
Abundance #161350: 1-Octadecanol “ —
43.0 83.0 13.50 14.00
m/z 69.10 73.50%
o MMMWW
25.0
LT a0 zaeo
ob Wb b W by e — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.915 3.41 ng 71504  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Octadecane 254 C18H38 000593-45-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 76
Abundance Scan 2351 (15.915 min): BF136882.D\data.ms (-2346) (- m/z 57.05 100.00%
57.0
5000 MMMW
155.1 16
L S0, 2 o0
ol— I ull, I H u\h ol m\ \m‘ ] i ! R m/z 71.05 67.00%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 R
16.00
99.0 m/z 43.10 63.96%
ol Ll }4018302050 2950 352
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
——
16.00
5000 m/z 85.00 50.04%
99.0
LS om0 oo
ol d mMwH“HH,HH_H‘_
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane T
57.0 16.00
m/z 55.05 23.20%
o WWW\WW
99.0
bbb dy |10 m0 50 220 L
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Stigmastane, 3-one, (5.alpha.) Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.568 9.03 ng 189646  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 95
2 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 49
3 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 44
4 Tricyclo[3.2.1.0(2,4)]octane-3-c... 231 C14H17NO2 1000297-39-2 38
5 Silane, diethyl(2-methylbutoxy)p... 260 C14H3202Si 1000363-09-9 27

Abundance Scan 2632 (17.568 min): BF136882.D\data.ms (-2625) (- m/z 43.05 100.00%
43.0 231.2
5.0 161.1
5000 344.3
414.¢
T \
i 2831 e
oLl kbl m/z 231.20  96.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #310605: Stigmastane, 3-one, (5.alpha.)
231.0
5000 414.( TR ‘ mITA T ’AA‘A
17.50
550 123.0 m/z 55.05 77.51%
N 1750 274,010 3710
m/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0
5.0 — :
17.50
5000 m/z 81.10 68.43%
ol Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance #310614: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)- —— ‘
43.0 17.50
414.( ITI/Z 161.05 59.19%
95.0
5000
14701910 2500
oL \\J\‘J‘h‘\‘u‘ d‘;‘\\ o h\ " “‘ ‘??§p‘ e
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 20 unknownl7.933 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.933 2.07 ng 43465  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphinic acid, (2-methylphenyl... 232 C13H1302P 018593-18-5 27
2 2-Propyn-1-one, 1-(4-methoxyphen... 232 C13H1602Si 099048-48-3 25
3 4H-[1,2,4]Triazin-5-one, 4-amino... 231 C11H13N50 1000317-05-5 22
4 3-Ethyl-7-fluoroimidazo[1,5-a]lqu... 231 C12H1@FN30 1404093-56-6 16
5 Furanoeremophilone 232 C15H2002 015404-32-7 11

Abundance Scan 2694 (17.933 min): BF136882.D\data.ms (-2688) (- m/z 231.20 100.00%

231.2
55.0
5000 131.1
7.0 414.. g /\M ‘

‘ 2820 3851 18.00
‘H‘“H‘““H m/z 55.00 80.81%

miz--> 50 100 150 200 250 300 350 400
Abundance  #113666: Phosphinic acid, (2-methylphenyl)phenyl-
231.0

o

5000 165.0 igbd
65.0 m/z 217.20  61.83%
0 T ‘\“‘ \“\ “\ h‘ ‘H\‘\ \m “‘ \‘\ T \M “‘ ‘\ ‘ T T ‘ T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #113751: 2-Propyn-1-one, 1-(4-methoxyphenyl)-3-(trimet
L Ll
135.0 AL ‘A“ ‘
18.00

5000 m/z 43.00 61.32%

77.0
TP T Y O
miz--> 50 100 150 200 250 300 350 400

Abundance #112286: 4H-[1,2,4]Triazin-5-one, 4-amino-6-methyl-3-O 7
231.0 18.00

m/z 131.05 47.61%

o

127.0

Tl M m

m/z--> 50 100 150 200 250 300 350 400 18.00

5000

42.0

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136882.D

Acqg On : 02 Jan 2024 20:56
Operator : CG\JU

Sample : 05897-23

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
Butane, 2-metho... 2.152 14.2 ng 286265 1 6.781 403364 20.0
2-Propanone, 1-... 2.257 4.4 ng 88906 1 6.781 403364 20.0
3-Penten-2-one,... 4.422 6.1 ng 122451 1 6.781 403364 20.0
2-Pentanone, 4-... 5.034 3.5 ng 71360 1 6.781 403364 20.0
n-Hexadecanoic ... 11.839 10.1 ng 312898 4 11.304 621979 20.0
8-Hydroxy-3,7-d... 12.010 2.4 ng 75779 4 11.304 621979 20.0
10,18-Bisnorabi... 12.045 5.3 ng 164837 4 11.304 621979 20.0
(1S,4aS,4bs,7S, ... 12.157 4.0 ng 122960 4 11.304 621979 20.0
unknown12.180 12.180 2.2 ng 67916 4 11.304 621979 20.0
4b,8-Dimethyl-2... 12.251 2.6 ng 79537 4 11.304 621979 20.0
unknownl12.327 12.327 9.2 ng 285324 4 11.304 621979 20.0
Octadecanoic acid 12.627 4.0 ng 123541 4 11.304 621979 20.0
unknown13.116 13.116 2.8 ng 62406 5 13.957 448783 20.0
unknown13.133 13.133 2.8 ng 62440 5 13.957 448783 20.0
1,3-Dimethyl-5-... 13.733 9.0 ng 201443 5 13.957 448783 20.0
Heptadecyl hept... 13.851 4.6 ng 104112 5 13.957 448783 20.0
Pentacosane 15.915 3.4 ng 71504 6 15.439 419822 20.0
Stigmastane, 3-... 17.568 9.0 ng 189646 6 15.439 419822 20.0
unknownl17.933 17.933 2.1 ng 43465 6 15.439 419822 20.0
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