LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acqg On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc :

ALS Vvial : 4  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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131117.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.199 11 19 27 rVB 327537 442270 23.52%  3.155%
2 2.310 33 38 42 rVB 14377 19364 1.03% 0.138%
3 3.028 154 160 167 rVB 42100 66514  3.54% 0.475%
4 4.498 406 410 415 rVB 30984 33706 1.79%  0.240%
5 5.116 510 515 526 rVB 286546 357856 19.03% 2.553%
6 5.510 578 582 586 rBV 1855644 1880797 100.00% 13.418%
7 6.516 748 753 756 rBV 1796175 1826120 97.09% 13.028%
8 6.887 812 816 819 rBV 492999 354910 18.87% 2.532%
9 7.451 907 912 915 rBV 1059944 1055886 56.14% 7.533%
10 8.169 1030 1034 1038 rBV 461036 444944 23.66%  3.174%

11 9.251 1212 1218 1221 rBV 1972943 1838635 97.76% 13.
12 9.933 1329 1334 1337 rBV 577163 503208 26.76%
13 10.727 1464 1469 1472 rBV 1256678 1099520 58.46%

[CIVRNRTVR N
00
N
B
R

14 11.427 1584 1588 1591 rBV 640790 515044 27.38% 674%
15 12.392 1739 1752 1764 rBV6 26515 86721 4.61% 619%
16 12.516 1768 1773 1778 rBV 20877 27034 1.44% 0.193%
17 13.016 1854 1858 1861 rBV 1872724 1605122 85.34% 11.451%
18 13.392 1913 1922 1931 rBV2 44732 101734 5.41% 0.726%
19 13.574 1949 1953 1956 rVB3 14706 20835 1.11% 0.149%
20 13.980 2017 2022 2030 rBV3 44160 96834 5.15% 0.691%
21 14.074 2034 2038 2048 rVB 416931 423381 22.51% 3.020%
22 14.168 2050 2054 2059 rVvV 50817 52765 2.81% ©0.376%
23 14.657 2132 2137 2142 rVWV 49661 75809 4.03% 0.541%
24 14.710 2143 2146 2153 rVBS8 16313 25343 1.35% ©0.181%
25 14.845 2163 2169 2176 rVB5 26556 53817 2.86% ©.384%
26 14.921 2179 2182 2186 rVB 22246 24337 1.29% 0.174%
27 15.239 2231 2236 2241 rVB3 31825 56921 3.03% 0.406%
28 15.574 2288 2293 2299 rVB 260031 328318 17.46%  2.342%
29 15.898 2344 2348 2358 rVB4 27133 58640 3.12% ©0.418%
30 16.421 2426 2437 2458 rBv4 69134 384493 20.44% 2.743%

31 17.086 2544 2550 2558 rVB10 21796 53278 2.83% ©.380%
32 18.668 2811 2819 2829 rVB6 30733 103157 5.48% ©.736%

Sum of corrected areas: 14017313
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\

BF131117.D
: 10 Nov 2022 11:51
: CG\JU
: N5495-10
: 4  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF131117.D\data.ms
5.510 6.516
1500000
7.451
1000000
500000 6.887
2.199 5116
oL/R310 3.028 4.498
T\‘\\\‘\\\\’\\\\‘\\W\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
Abundance TIC: BF131117.D\data.ms
9.251 13.016
1500000
10.727
1000000
11.427
9.933
500000 8.169
. L L 12.3951
—— — — ! ——— e — 1 1 —_———————
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131117.D\data.ms
1500000
1000000
500000 14.074
15.574
; 14£5f08481 15.239 15.898 16.421 17.086 18.668
O 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

8270-BF110922.M Fri Nov 11 12:59:55 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 24.92 ng 442270  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 19 (2.199 min): BF131117.D\data.ms (-11) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1
AT
‘ 57.0 2.20 2.40 2.60
Ol 200 m/z 43.05  49.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B A B

430 220 240 260
) 87.0 m/z 55.10 30.83%

29.0
VLVQ-O”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 260

o

5000 410 55.0 m/z 87.10  26.12%
27.0
0 H\ ‘m | ‘\‘ L 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 240 260

m/z 41.05 14.54%

5000 43.0

58.0

29.0 ‘ 87.0
\‘ ‘ | | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.028 3.75 ng 66514  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 72
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 42
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 36
4 1-Methoxy-2-propyl acetate 132 C6H1203 000108-65-6 10
5 Butane 58 C4H1e 000106-97-8 9
Abundance Scan 160 (3.028 min): BF131117.D\data.ms (-154) (-) m/z 43.00 100.00%
3.0
5000 101.1
T T T
” 59.0 72‘-0 650 2.80 3.00 3.20 3.40
bt P20 L mjz 1e1.10 44.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 LB i
2.80 3.00 3.20 3.40
72.0 m/z 42.10 26.71%
59.0
ol 150 289 L0 | w0 | s
\H‘\H\‘\H\’\\H‘\\H‘H\\‘\H\‘\H\’\\H‘\\H‘H\\‘H\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4796: 1,3-Dioxane, 4-methyl-
43.0
101.0 R S N
72.0 2.80 3.00 3.20 3.40
5000 m/z 41.10 17.22%
28.
57.0 87.0
15"0 \‘ “ ‘\ ‘ \“ | |
Ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4547: |sopropyl isothiocyanate
43.0
101.0 2.80 3.00 3.20 3.40
m/z 72.00 13.99%
5000
60.0
86.0
om‘w_H‘,"HWH‘m“mu}:H‘,‘wwwuww SNMSUMSENR ' NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.116 20.17 ng 357856 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 515 (5.116 min): BF131117.D\data.ms (-510) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e
‘ 83.0 0‘ 4.80 5.00 5.20 5.40
0‘WH‘WH‘MMH‘whiuuw‘uwﬁuwu;_H‘_Hw‘uw‘uwu‘w m/z 59.10 55.65%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L B B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.51%
0 29\0 Ly m‘ 83\0
H‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
 ABEEmEEE RS
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 12.80%
29.0
101.0
0H‘mw“m“lm‘um‘mu‘m"_m‘mWm‘mwm“m‘mw
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ARREEES S,
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.63%
5000 41.0
o A=Y 126.0 14,0
R Eam B e e s RRAARSENRY e AR RRER
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF111022\

Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Concentration Rank 11

Peak Number 4 Tridecane, 3-methyl-

R.T EstConc Area Relative to ISTD R.T.
12.392 3.37 ng 86721  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H3e 006418-41-3 80
2 Octacosane 394 (C28H58 000630-02-4 80
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 74

Abundance Scan 1752 (12.392 min): BF131117.D\data.ms (-1739) (- m/z 57.05 100.00%
57.0

_

5000
—
1411 2071 12.00 12.50
ol “M‘hw”‘ L T m/z 43.10 78.67%
m/z--> 50 100 150 200 250 300 350
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — ——

12.00 12.50
m/z 71.05 58.68%
Il

9.0 16?0
[ |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
a B

l

=}

12.00 12.50
5000 m/z 85.05 40.92%

|} H | 141 0183.0225.0 281.0 337.0 394.

%

ol b ki h g 37738302250 2810 337.0 394
m/z--> 50 100 150 200 250 300 350
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0 12.00 12.50
m/z 41.10 28.09%
w MMJWW
ow‘”“_mH”_‘wm“”wHH_MWH_W — —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.392 4.81 ng 101734  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1922 (13.392 min): BF131117.D\data.ms (-1913) (- m/z 57.05 100.00%
57.0

5000

-

HH [ 1a0 2070 220 2350
L m/z 43.10  67.27%

m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o

3

5000
13.00 13.50
m/z 71.05 61.32%
obdd g H “‘ 141.0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— ——
13.00 13.50
5000 ITI/Z 85.05 40.38%
9.0
0 15. J 1l H L h‘ | 141 0183 0225.0 296.0
e e B B B e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #123959: Heptadecane _— T
57.0 13.00 13.50
m/z 41.10 22.11%
- W\MW
9.0
oLl MO0 200
m/z--> 0 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Triacontan-15-o0l Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.980 4.57 ng 96834  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontan-15-0l 438 C30H620 031849-26-0 91
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
3 Behenic alcohol 326 C22H460 000661-19-8 83
4 1-Hexacosene 364 C26H52 018835-33-1 81
5 1-Tetracosene 336 C24H48 010192-32-2 81
Abundance Scan 2022 (13.980 min): BF131117.D\data.ms (-2017) (- m/z 43.10 100.00%
43.1
97.0
5000
—
J ‘ 165.0208.9 2310 14.00
ol b bt 0 e m/z 55.85  94.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-0
57.0
111.0
5000 T
14.00
241.0 m/z 57.10 75.94%
O T ‘\ ! ‘ \‘\‘\ T ‘ M “h “‘h \ P\ ‘ \ \‘\ \‘ ‘ TT \3\0‘6\ \()\ \3‘6\2\(\)\?]\-\8.\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #138490: E-15-Heptadecenal
43.0
—
97.0 14.00
5000 m/z 83.10 74.57%
ol ALLiL| 1580 s0g02520
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol T
83.0 14.00
m/z 97.05 62.79%
5000
AL e
ol bl LLIL, 1060 2800 ot
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Triphenylphosphine oxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.168 2.49 ng 52765 Chrysene-di12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 39
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 27
Abundance Scan 2054 (14.168 min): BF131117.D\data.ms (-2050) (- m/z 277.10 100.00%
277.1
5000
77.0
‘ 183.0 — ——
14.00 14.50
42, 128.0 ‘ H .
(R | S N M “‘”‘M prls JM???Q‘ A m/z 278.10  32.87%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50
m/z 76.95  27.55%
18.0 95.0
oLt \‘ "M‘m‘m\‘ ‘\“‘\“\‘uuh‘\w i‘H“ j r\“ [H : ‘23‘3-‘0‘ .
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
mm\ T ‘ T T ‘ T
14.00 14.50
5000 m/z 183.00 20.64%
77.0 183.0
0 39# Lol %%?\O \‘H\ ) ‘\‘ ‘H 2280
e B S mmmam
m/z--> 50 100 150 200 250 300 L
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy e E |
277.0 14.00 14.50
m/z 200.95  20.38%
5000
.0 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF110922.M Fri Nov 11 12:59:59 2022
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51

Operator : CG\JU

Sample : N5495-10

Misc

ALS vial : 4

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Nonadecane Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
14.657 3.58 ng 75809  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2137 (14.657 min): BF131117.D\data.ms (-2132) (-} | m/z 57.10 100.00%

57.1
5000

—
141.1 14.50 15.00

UL, 267 ]
0‘H‘wH‘w‘mqhwwyH‘_‘HM‘H‘HH‘H‘WH‘WH‘W‘HW‘H m/z 71.05 55.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 — ——
14.50 15.00

m/z 43.10 54.51%

[1}14}£70197.0268.0
‘\H\’\H\‘\\H‘\\\\‘\\H‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0

——
14.50 15.00
5000 m/z 85.00  36.98%

o

ol L ||127.0197.0 281.0  394.0
rrr A e P e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane T T
57.0 14.50 15.00

m/z 55.10  23.40%

o MMW

oL 1111 177:0197.0267.0337.0407.0 491.0562.0
bbb R0 207.0337.0407.0 491.0562.0

4 T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00

8270-BF110922.M Fri Nov 11 13:00:00 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.845 3.28 ng 53817 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 80
2 Eicosane 282 C20H42 000112-95-8 76
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 72
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 72

Abundance Scan 2169 (14.845 min): BF131117.D\data.ms (-2163) (- m/z 57.05 100.00%
57.0

5000

5

149.0 207.1 282.1 14.50 15.00
m/z 43.10 62.22%

0 wu“lm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0

é

5000 85.0

“ T
14.50 15.00
m/z 71.05 57.57%

MM ‘ | 1250 1680197.0 231 0261.0

O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane
57.0
— ——
14.50 15.00
5000 m/z 85.05 38.57%

27,0 99.0
I ‘L L, 1410 1830 2250  282C

Ll |
Pl e e L e e e e el
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0 14.50 15.00

m/z 55.05  32.26%

o

:

5000 850

?

! H‘\ | | 1250 1820 p179

“ T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

o

8270-BF110922.M Fri Nov 11 13:00:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 2-Methyltetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.239 3.47 ng 56921  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 86
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octacosane 394 C28H58 000630-02-4 74
5 Hexatriacontane 507 C36H74 000630-06-8 72

Abundance Scan 2236 (15.239 min): BF131117.D\data.ms (-2231) (- m/z 57.10 100.00%

57.1
5000

9.1 RN T
| ‘ ‘ ‘ 209.0 266.9 15.00 15.50
ol Ldl w‘w‘u F ‘ AL m/z 43.05 71.33%
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 — —
15.00 15.50

m/z 71.10 52.37%

UL uH | 141:0183.0225.0267.0309.0
T \ ‘ T T ‘ T \ \ T ‘ L ‘ T T ‘ \ 1T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

—
15.00 15.50

o

5000 m/z 85.05 48.30%
ol ‘\\ “\\ H | 141-0183.0225.0267.0309.0 365.0
e e S
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane 7 —
57.0 15.00 15.50

m/z 55.10 20.67%

5000
9.0

oS0 ||| Me10mm0 200 o

m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF110922.M Fri Nov 11 13:00:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Eicosane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.898 3.57 ng 58640  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 59
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 53
3 Tetratetracontane 619 C44H90 007098-22-8 50
4 Eicosane 282 C20H42 000112-95-8 46
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43
Abundance Scan 2348 (15.898 min): BF131117.D\data.ms (-2344) (-) ' m/z 57.10 100.00%
57.1
5000 W
— ——
‘ r25.1 207.0 281.1 15.50 16.00
o‘H"“‘JJ',“!‘M”AWW,M_Mw_m_mw‘_m_ww m/z 43.10 82.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 — e
15.50 16.00
m/z 71.00 53.80%
7.0 281.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287350: Octadecane, 1-iodo-
57.0
— ——
15.50 16.00
5000 ITI/Z 85.05 53.01%
7.0 253.0
0‘w“"ukHEL‘J‘Jm‘u,w‘\w‘w_m_mwWWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane “ T
57.0 15.50 16.00
m/z 55.05 25.40%
o WW
27.0
oLl |17 197.0267.0 351.0421.04910 6184
B R e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

8270-BF110922.M Fri Nov 11 13:00:04 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51

Operator : CG\JU

Sample : N5495-10

Misc

ALS vial : 4

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
16.421 23.421ng 384493  Perylene-d12 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 58
2 9,19-Cyclocholan-24-al, 3-(acety... 442 C29H4603 025089-90-1 37
3 Methyl 12-acetyl-7-desoxycholate 448 (C27H4405 055547-48-3 25
4 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 16
5 Stigmastane, 23,24-epoxy-, (5.al... 414 C29H500 054411-91-5 16

Abundance Scan 2437 (16.421 min): BF131117.D\data.ms (-2426) (- m/z 43.10 100.00%

43.1
107.1
5000
59.1 213.2
329.3 414.4 T
il T
ol L1k b dol, ‘mw“m‘h‘\ ~~  m/z 55.00 72.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 N
368.0 16.50

m/z 57.00 71.18%
213.0 275.0

Jm | \\ m | ] 0
0 M ‘\\l‘\‘\“\m\‘\h\\r“l\\‘\\“\\‘}\‘\‘\l\\‘\\\\‘

m/z--> 5 100 150 200 250 300 350 400
Abundance #323154: 9,19-Cyclocholan-24-al, 3-(acetyloxy)-4,4,14-tri
43.0
—
16.50
5000 95.0 m/z 107.10 56.25%

0 ‘ \ |

m/z--> 50 100 150 200 250 300 350 400 {WWW\
Abundance #325099: Methyl 12-acetyl-7-desoxycholate EE —
43.0 16.50

m/z 81.10 55.44%
5000
T30 255.0
370.0

oLk %000 " | g 0 .
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknownl7.086 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.086 3.25 ng 53278  Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Spiro[1,2,3,4-tetrahydroquinazol... 202 C12H14N20 1000508-42-3 38
2 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-8 38
3 Tris(trimethylsilyl)-chloro-silane 282 C9H27C1Si4 005565-32-2 37
4 2,8,9-Trioxa-5-aza-1-silabicyclo... 203 C8H17N03Si 002097-16-7 35
5 Tyramine, 3TMS derivative 353 C17H35N0Si3 068595-84-6 35
Abundance Scan 2550 (17.086 min): BF131117.D\data.ms (-2544) (- m/z 174.05 100.00%
174.1
43.1
5000
410. L |
2691 A
ol T
0 WL m/z 43.10 66.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77804: Spiro[1,2,3, 4 -tetrahydroquinazoline-2,1'-cyclobut
74.0
5000 — :
17.00
119.0 m/z 187.05 33.36%

150,689, | | L L

LA A L B B \\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400
Abundance #63903: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl

174.0 Lt Mnn Ll

o

17.00
5000 m/z 158.95 33.08%
79.0 1 “
0 m‘_w“m”‘ “MH N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #176535: Tris(trimethylsilyl)-chloro-silane
73.0 174.0 17.00
m/z 81.00 31.82%
5000
129.0
‘ 267.0
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acq On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzenepropanoic acid, 3,5-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.668 6.28 ng 103157  Perylene-di12 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 53
2 2,6-di-tert-Butyl-4-(dimethylami... 263 C17H29NO 000088-27-7 18
3 Quinoline, 6-methyl-2-phenyl- 219 C16H13N 027356-46-3 11
4 5-(3,4-Dimethoxyphenyl)-2H-pyraz... 219 C11H13N302 1000409-59-6 11
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 10

Abundance Scan 2819 (18.668 min): BF131117.D\data.ms (-2811) (-} m/z 57.10 100.00%
57.1

219.2

5000 530

147.1 278.1 e
18.40 18.60 18.80

""w‘qutww\‘i‘wﬂm “JH‘L }J‘,‘Mw_m,www m/z 219.20  70.27%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
57.0

o

5000 e

18.40 18.60 18.80
219.0 5300 m/z 43.10  s0.16%

147.0 7
e b Ly 2780 34504020 4740 | |

‘HH‘HH‘\\"\‘\‘HH‘\ TT T T T T[T I T T[T T T[T T T ITrr[rrir]

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151997: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)pheno

o

219.0
R
18.40 18.60 18.80
5000/ 58.0 m/z 530.50  49.847%
163.0
obbbsameedicd L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97903: Quinoline, 6-methyl-2-phenyl- A mama s
219.0 18.40 18.60 18.80
m/z 55.05 46.45%
5000
41.0
105.0
0 163.0
- WWWWW \\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131117.D

Acqg On : 10 Nov 2022 11:51
Operator : CG\JU

Sample : N5495-10

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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... 2.199 24.9 ng 442270 1 6.887 354910 20.0
1,3-Dioxolane, ... 3.028 3.8 ng 66514 1 6.887 354910 20.0
2-Pentanone, 4-... 5.116 20.2 ng 357856 1 6.887 354910 20.0
Tridecane, 3-me... 12.392 3.4 ng 86721 4 11.427 515044 20.0
Octacosane 13.392 4.8 ng 101734 5 14.074 423381 20.0
Triacontan-15-o0l 13.980 4.6 ng 96834 5 14.074 423381 20.0
Triphenylphosph... 14.168 2.5 ng 52765 5 14.074 423381 20.0
Nonadecane 14.657 3.6 ng 75809 5 14.074 423381 20.0
Sulfurous acid,... 14.845 3.3 ng 53817 6 15.574 328318 20.0
2-Methyltetraco... 15.239 3.5 ng 56921 6 15.574 328318 20.0
Eicosane, 1-iodo- 15.898 3.6 ng 58640 6 15.574 328318 20.0
Cholest-5-ene, ... 16.421 23.4 ng 384493 6 15.574 328318 20.0
unknownl17.086 17.086 3.3 ng 53278 6 15.574 328318 20.0
Benzenepropanoi... 18.668 6.3 ng 103157 6 15.574 328318 20.0
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