LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46

Operator : CG\JU

Sample : N3281-01

Misc

ALS Vvial : 13  Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128766.D\data.ms

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

# min  scan scan scan TY height area % max total
1 3.322 173 176 190 rBV 27068 54879 2.41% 0.383%
2 5.022 461 465 471 rVB 51446 63455 2.79% 0.443%
3 5.445 534 537 549 rVB 1950814 1671937 73.52% 11.666%
4 6.457 705 709 721 rBV 1830268 1716348 75.48% 11.976%
5 6.798 763 767 770 rBV 515844 410132 18.04% 2.862%
6 7.363 858 863 866 rBV 1149866 1184146 52.07% 8.263%
7 8.081 981 985 989 rBV 575903 542081 23.84% 3.783%
8 9.163 1163 1169 1172 rBV 2715712 2273992 100.00% 15.867%
9 9.428 1210 1214 1217 rBV 107226 78383 3.45% 0.547%
10 9.839 1279 1284 1287 rBV 796599 629023 27.66% 4.389%
11 10.633 1414 1419 1422 rBV 1566996 1286261 56.56% 8.975%
12 11.327 1533 1537 1539 rBV 787198 620542 27.29% 4.330%
13 11.351 1539 1541 1544 rVB 79200 59515 2.62% 0.415%
14 11.563 1571 1577 1585 rBV3 47249 69960 3.08% 0.488%
15 11.722 1600 1604 1607 rBV 136664 103548 4.55% 0.723%
16 11.857 1624 1627 1631 rBV 40767 35913 1.58% 0.251%
17 12.380 1713 1716 1722 rBV2 55012 92923 4.09% 0.648%
18 12.427 1722 1724 1729 rVB 78182 63017 2.77% 0.440%
19 12.516 1735 1739 1741 rBV 85982 69379 3.05% 0.484%
20 12.539 1741 1743 1746 rVV 120591 96752 4.25% 0.675%
21 12.574 1746 1749 1753 rVB 78987 62728 2.76% ©.438%
22 12.769 1777 1782 1785 rBV 103518 91117 4.01% 0.636%
23 12.916 1803 1807 1810 rBV 2093841 1813836 79.76% 12.657%
24 13.821 1957 1961 1971 rBV2 74389 118117 5.19% 0.824%
25 13.968 1979 1986 1989 rBV 400467 378678 16.65% 2.642%
26 14.068 1997 2003 2009 rBV 89261 96262 4.23% 0.672%
27 15.004 2159 2162 2166 rBV 31921 48683 2.14% 0.340%
28 15.080 2172 2175 2179 rBV 28272 27239 1.20% 0.190%
29 15.362 2220 2223 2228 rVB 24289 31648 1.39% 0.221%
30 15.433 2230 2235 2238 rBV 302567 373001 16.40% 2.603%
31 15.886 2309 2312 2317 rVB2 30930 44155 1.94% 0.308%
32 16.386 2394 2397 2403 rVB2 18289 27767 1.22% 0.194%
33 16.974 2493 2497 2503 rVB5 18983 35851 1.58% 0.250%
34 17.474 2577 2582 2590 rBV5 22748 59875 2.63% 0.418%

Sum of corrected areas: 14331143
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128766.D\data.ms
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Abundance TIC: BF128766.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 R-(-)-1,2-propanediol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.322 2.68 ng 54879 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 176 (3.322 min): BF128766.D\data.ms (-173) (-) m/z 45.10 100.00%

45.1
5000
e EAARESEE NN S
28 61.1 3.00 3.20 3.40 3.60
Oreprrrrrrrerrreprerr e ey m/z 43.00 21.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000
3.00 3.20 3.40 3.60
20.0 m/Z 61.10 7.25%
19.0 ‘ 61.0
0 H‘HH‘H‘H‘\\\1‘\\\\‘\“!”\\\‘%%'\(‘)\}\1 {H\‘H\.\(‘)\i\\‘1\\\‘HH‘HH‘\.\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45.0
e EEARRREEas TR
3.00 3.20 3.40 3.60
5000 m/z 44.10 5.87%
31.0
0 150 380 530510 760
T PP T T e P e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: I1sopropyl Alcohol ‘w“‘M‘A‘w“‘wkh‘L
45.0 3.00 3.20 3.40 3.60
m/z 41.00 4.58%
5000
27.0
19.0
T I ——
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.022 3.09 ng 63455 1,4-Dichlorobenzene-d4 6.798

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 465 (5.022 min): BF128766.D\data.ms (-461) (-) m/z 43.05 100.00%
3.0
59.0
5000
101.1
‘ 831 4.60 4.80 5.00 5.20 5.40
Ol bl Tl m/z 59.05 59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R e AR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 20.59%
6 R gao 1010
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R e
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.18%
20.0 101.0
0 15.0 73.0 85.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.11%
5000 41.0
29.
‘ ‘ 87.0
b8 WL Ll me
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.428 2.49 ng 78383  Acenaphthene-dile 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 90
2 Octanoic acid, 8-hydroxy-, methy... 174 C9H1803 020257-95-8 27
3 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 25
4 Methyl isovalerate 116 C6H1202 000556-24-1 25
5 Nonanoic acid, 9-hydroxy-, methy... 188 C10H2003 034957-73-8 22
Abundance Scan 1214 (9.428 min): BF128766.D\data.ms (-1210) (-) m/z 55.10 100.00%
55.1 741
5000
111.0
143.1 .
oot A peeeieyapyer parper
‘ ‘ 9.20 9.40 9.60 9.80
0 “_MM_H‘MWH m/z 74.18  91.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #60453: Nonanoic acid, 9-oxo-, methyl ester
74.0
55.0 111.0
143.0
5000 L B I I LN B
9.20 9.40 9.60 9.80
m/z 87.10 80.34%
29.0 ‘ ‘
O' \‘\“\‘\!‘1\\‘1‘1\6\8.\0\‘
miz--> 20 40 60 80 100 120 140 160
Abundance
74.0
R AREmEE R
9.20 9.40 9.60 9.80
5000 43.0 m/z 41.10 61.75%
96.0 124.0144.0
o TR L N IS R EE R
m/z--> 20 40 60 80 100 120 140 160
Abundance #2069: Oxazolidin-2-one
87.0 9.20 9.40 9.60 9.80
28.0 m/z 43.05 52.15%
' 59.0
5000
Ol vy v T
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Cyclododecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.563 2.25 ng 69960  Phenanthrene-die 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 93
2 1-Tetradecanol 214 C14H3e0 000112-72-1 64
3 n-Tridecan-1-0l 200 C13H280 000112-70-9 64
4 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 62
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 1577 (11.563 min): BF128766.D\data.ms (-1571) (- m/z 55.10 100.00%
55.1
167.1
83.1
5000
111.0
139.0 B \
‘ H 11.50
0 b mz a3.00 86.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43469: Cyclododecane
55.0
83.0
s000] 289 e :
11.50
111.0 m/z 167.10  77.03%
| ‘ 1400 168.0
O' \\‘\‘\\‘1\‘\“\\\}\\\\‘\}\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
4 s
43.0 97.0 11.50
5000 m/z 57.10 72.62%
125.0
. 168.0 1960
T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76025: n-Tridecan-1-ol ae Ly T !
55.0 83.0 11.50
m/z 41.05 66.64%
5000
111.0
29.0
154.0
OH““;HHM‘M 182.0 byt
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.722 3.34 ng 103548  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 76
Abundance Scan 1604 (11.722 min): BF128766.D\data.ms (-1600) (- m/z 74.00 100.00%
74.0
5000 43.0
143.1 —— —r—
227.2
M H\ ‘ 17111902 [* 2702 11.50 12.00
owHH\Mm!‘m‘”‘M‘wHH_Juwwwuwwmpw_w m/z 87.18 78.08%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000{ 43.0 e T
1150 12.00
m/z 41.59%
. 000 190 50 zar0
\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
74.0
1150 1200
5000 m/z 37.16%
43.0
143.0
101.0 171.0199.0227.0  270.¢
O e et i e e e e e ey
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109317: Methyl 11-methyl-dodecanoate
74.0 1150 1200
m/z 33.43%
5000
1430 185.0
| o ||, 2280 e
Ob v e e e e
m/z--> 20 40 60 80 100120140160 180200 220240260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.380 2.99 ng 92923  Phenanthrene-d1e 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 93
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 76
3 n-Pentadecanol 228 C15H320 000629-76-5 76
4 1-Tricosene 322 C23H46 018835-32-0 76
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 76
Abundance Scan 1716 (12.380 min): BF128766.D\data.ms (-1713) (- m/z 57.10 100.00%
57.1
97.0
5000 206.1
£ —
‘ ‘ ‘ﬂZS.l 165.1 ‘ 12.00 12.50
Y M‘H‘, W,:‘MH‘,Huu_w‘M“HWme m/z 83.10  92.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126374: 1-Hexadecanol
43.0
83.0
5000
12.00 12.50
111.0 m/z 55.05 91.09%
ol ‘\h L) “\ 1140.0168.0196.0224.0
H\‘HH‘H\ ‘HH‘HH’HH’HH’\\H‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance
57.0
97.0 = L
12.00 12.50
5000 ITI/Z 41.10 87.61%
29.0
125.0
0 154.0182.0210.0238.0
R RaR S LA e e AR eaanny
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109471: n-Pentadecanol o —
55.0 83.0 12.00 12.50
m/z 43.05 85.52%
5000 111.0
0 27\‘.‘0“‘\ \‘ L ‘ ‘ \“\ \“ \“14?.9\ 182.0210'0
AR a o T e A AR RAR e —
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50

8270-BF060222.M Mon Jun 13 16:13:36 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1@-Octadecenoic acid, methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.427 2.03 ng 63017 Phenanthrene-dio 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 90
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
Abundance Scan 1724 (12.427 min): BF128766.D\data.ms (-1722) (1 ' m/z 55.10 100.00%
55.1
5000
97.0
—
37.1 1ggq 2222 2643 12.50
o' T i S 1 ‘ m/z 41.10  57.49%
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 U
87.0 12.50
264.0 m/z 69.10 57.39%
23.0 222.0
180.0
oL H‘\‘ H\‘m ‘\mm‘ \H\‘h ‘m el ‘\ e 1“‘\ e ‘2?\6"(:
miz--> 50 100 150 200 250 300
Abundance
55.0
g o
12.50
5000 m/z 74.10 50.08%
97.0
264.0
015.0 138.0 180.0 222.0 206.C
e e
miz--> 50 100 150 200 250 300 J\
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester LS LI
55.0 12.50
m/z 83.05 37.47%
5000 87.0
23.0
W m | 18?.0 222.0 264'0296.(:
0! Al wlls H‘H\ BV Y - M‘ - A —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 6.24 ng 118117  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 1-Docosene 308 C22H44 001599-67-3 87
3 Heptyl octacosyl ether 509 C35H720 1000406-40-0 87
4 Heptyl triacontyl ether 537 C37H760 1000406-40-1 87
5 Hexacosyl propyl ether 424 C29H600 1000406-28-4 87
Abundance Scan 1961 (13.821 min): BF128766.D\data.ms (-1957) (- m/z 57.10 100.00%
57.1
20 mv
11.1 — ——
l ke |
0 “Nwhh ‘“' ‘“Mwuf‘ e R m/z 43.05 90.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 — ——
13.50 14.00
m/z 55.05 81.77%
oL Ll \‘ i h 1670 2220 2020 3920
\\\\‘\\\‘\\\ \\\\‘\\\\‘ \\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
— —
13.50 14.00
5000 m/z 97.10 58.37%
111.0
0 167.0 308.0
I B A s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #339315: Heptyl octacosyl ether — 7
57.0 13.50 14.00
m/z 69.10 51.96%
5000
11.0
ol b | 4\‘ |1 /1690 2250 2810 393.0
i A e S, — ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.068 5.08 ng 96262  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12N0S2 017046-34-3 32
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 32
Abundance Scan 2003 (14.068 min): BF128766.D\data.ms (-1997) (- m/z 277.10 100.00%
277.1
5000
77.0 15aq 1991 —r :
. 14.00
46/9 ‘ ‘
P M LB .3 N “ L2292 L m/z 278.10  32.84%
miz--> 50 100 150 200 250 300
Abundance #171168: Triphenylphosphine oxide
277.0
5000 —_ :
14.00
70 201.0 m/z 199.10  20.50%
152.0
oo mso T aagp
T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance
277.0
: R :
14.00
5000 m/z 77.05 19.62%
77.0
15201830
ol 390 115.0 228.0
e e
m/iz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0 14.00
m/z 201.00 19.15%
5000
o 183.0
108.0 1520
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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@ Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.004 2.61 ng 48683  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 81
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
4 Benzo[e]pyrene 252 C20H12 000192-97-2 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 70
Abundance Scan 2162 (15.004 min): BF128766.D\data.ms (-2159) (- m/z 252.10 100.00%
252.1
5000
126.0 15.00
2241 :
410 79.0 , .
, 1620 8l° m/z 253.10  22.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138555: Benzo[a]pyrene
252.0
5000 A AAAAN&A AA
15.00
m/z 250.05 22.74%
126.0
0 57.0 87.0 174.0  224.0 \‘
\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
252.0 /\
]
15.00
5000 m/z 126.00 11.87%
126.0
ol 510 870 1740 2240
B B R Rt RaReaeaT
m/z--> 20 40 60 80 100120140160180200220240260280 A ﬂ
Abundance #138564: Benzo[Kk]fluoranthene A ﬁﬁ“ﬂ ‘ M AJA‘
252.0 15.00
126.0 m/z 254.10  10.85%
5000
63.0 98.0 224.0 ‘ }\ M (\
SIS o Y R T ol NN | YO 1 T T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46

Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 11 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.886 2.37 ng 44155  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 74
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 74
4 5-Butyl-5-ethylheptadecane 324 C23H48 1000360-43-0 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 2312 (15.886 min): BF128766.D\data.ms (-2309) (- m/z 57.10 100.00%
57.1
5000 WAWMMﬂWWwJAﬂMVWMMMMW]
1550  16.00
92 . .
ol ‘, ‘” ‘“h ‘“‘ 1 Jwﬁ‘ b %2‘51 “2‘8‘3‘1_ 3?63 ‘1"15 m/z 43.10 76.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
5000 — —
15.50 16.00
m/z 71.10 59.90%
0 \‘ uh\ \h\ “ h u ]\-5\\5\0 ! 211 0 281.0 337.0 394.0
\\\’\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.10 50.97%
99.0
. 155.0 211.0 281.0 365.0
B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo- o 7
57.0 15.50 16.00
m/z 55.00 32.03%
- MMMM’\MW
155.0
ool L ML L 20 2s10 3o %0
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.474 3.21 ng 59875  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 86
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 45
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 30
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 25

Abundance Scan 2582 (17.474 min): BF128766.D\data.ms (-2577) (-} | m/z 43.10 100.00%
3.1

1 WJ\NM
5000

107.0

—
17.50

0 M‘M ‘ H m/z 57.05 55.17%
50

m/z--> 0 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0

5000

—
17.50

m/z 107.00  39.76%

! i
0 b L
m/z--> 0
Abundance
43.0

7
17.50

5000 95.0 m/z 69.00 37.63%

213.0 303.0

257.0 354.0
(O T B A e e B IS I

miz--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 e

43.0 17.50
m/z 81.18 37.36%

5000 91.0 145.0 382.0

l 2130 ,g90
ol 3{0 S
miz—> 0 50 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128766.D

Acqg On : 10 Jun 2022 18:46
Operator : CG\JU

Sample : N3281-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
R-(-)-1,2-propa... 3.322 2.7 ng 54879 1 6.798 410132 20.0
2-Pentanone, 4-... 5.022 3.1 ng 63455 1 6.798 410132 20.0
Nonanoic acid, ... 9.428 2.5 ng 78383 3 9.839 629023 20.0
Cyclododecane 11.563 2.3 ng 69960 4 11.327 620542 20.0
Pentadecanoic a... 11.722 3.3 ng 103548 4 11.327 620542 20.0
1-Hexadecanol 12.380 3.0 ng 92923 4 11.327 620542 20.0
10-Octadecenoic... 12.427 2.0 ng 63017 4 11.327 620542 20.0
Octacosanol 13.821 6.2 ng 118117 5 13.968 378678 20.0
Triphenylphosph... 14.068 5.1 ng 96262 5 13.968 378678 20.0
Benzo[e]pyrene 15.004 2.6 ng 48683 6 15.433 373001 20.0
Octacosane 15.886 2.4 ng 44155 6 15.433 373001 20.0
.beta.-Sitosterol 17.474 3.2 ng 59875 6 15.433 373001 20.0
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