LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acqg On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc :

ALS vial : 6 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131614.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 5 19 25 rVB 957543 1378380 100.00% 14.636%
2 5.099 507 512 515 rBV 522710 532143 38.61% 5.651%
3 5.504 577 581 585 rBV 211270 190074 13.79%  2.018%
4 6.510 748 752 758 rBV 149459 128404 9.32% 1.363%
5 6.881 811 815 818 rBV 449540 349970 25.39% 3.716%
6 7.445 906 911 914 rBV 875000 802446 58.22% 8.521%
7 7.622 936 941 944 rBV 23308 20752 1.51% ©.220%
8 8.169 1030 1034 1038 rBV 508310 440621 31.97% 4.679%
9 8.757 1130 1134 1137 rBV 19293 18259 1.32% 0.194%
10 9.251 1212 1218 1221 rBV 1411003 1323545 96.02% 14.054%
11 9.322 1225 1230 1233 rVB 27585 25116  1.82% 267%

12 9.933 1329 1334 1337 rBV 615846 506398 36.74%
13 10.651 1452 1456 1459 rBV 215603 168521 12.23%
14 10.722 1465 1468 1472 rBV ~ 259857 236348 17.15%

(S0 SIS, B )
N
o]
o]
B

15 11.428 1584 1588 1592 rVB 647477 526336 38.19% 589%
16 11.498 1597 1600 1603 rVB 43999 37502 2.72% ©.398%
17 11.951 1671 1677 1683 rBV 45557 45938 3.33% 0.488%
18 12.580 1775 1784 1794 rVB4 25481 70564  5.12%  ©.749%
19 13.022 1855 1859 1862 rBV 1092896 883471 64.09%  9.381%
20 13.533 1939 1946 1952 rVB 35540 73687 5.35% ©.782%
21 13.592 1952 1956 1958 rBV2 19410 17665 1.28% ©.188%
22 13.921 2008 2012 2014 rBV 27097 28979 2.10% ©.308%
23 13.957 2014 2018 2034 rVv4 78071 260603 18.91% 2.767%
24 14.080 2036 2039 2043 rVB 455429 387552 28.12% 4.115%
25 14.198 2053 2059 2064 rBV3 33884 65736 4.77% 0.698%
26 14.239 2064 2066 2071 rVB 22979 22020 1.60% 0.234%
27 14.310 2071 2078 2084 rBV9 7443 18740 1.36% ©.199%
28 14.545 2115 2118 2122 rBV 21435 21026 1.53% 0.223%
29 14.751 2148 2153 2157 rBV3 30656 53824 3.90% 0.572%
30 14.786 2157 2159 2167 rVB8 22059 31192 2.26% ©.331%
31 14.863 2169 2172 2175 rBV2 16035 20146 1.46% 0.214%
32 14.945 2183 2186 2191 rVB 17166 18093 1.31% ©0.192%
33 15.216 2229 2232 2236 rVB4 15430 16813 1.22% 0.179%
34 15.351 2250 2255 2261 rVB2 18908 29726 2.16% ©.316%
35 15.586 2290 2295 2303 rBV2 216259 279929 20.31% 2.972%
36 16.021 2364 2369 2374 rBV6 13040 30984 2.25% ©.329%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acqg On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS vial : 6 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.510 2440 2452 2463 rBV6 44199 254744 18.48% 2.705%

38 17.021 2531 2539 2545 rVB6 19538 50646 3.67% 0.538%
39 17.186 2562 2567 2578 rVB8 18414 50587 3.67% 0.537%
Sum of corrected areas: 9417480
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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\BF121322\

BF131614.D
: 13 Dec 2022 16:07
: CG\JU
: N6005-01
: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 78.77 ng 1378380 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 19 (2.199 min): BF131614.D\data.ms (-5) (-) m/z 73.10 100.00%
3.1
5000
43.0 //AK
T
‘ ‘ 2.20 2.40 2.60
ol A m/z 43.e5  35.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L D L B A B
43.0 2.20 2.40 2.60
‘ m/z 87.10 27.03%
O H\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
T
2.20 2.40 2.60
5000 55.0 m/z 55.05 24.98%
290
0 & . 97.0 115.0
‘ H‘,““ B B s e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- T
73.0 2.20 2.40 2.60
m/z 41.05 11.73%
5000
41.0
ob o |, 950 171.0
““‘,““‘“““““““““““““““ T
m/z--> 20 60 80 100 120 140 160 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
5.098 30.41 ng 532143 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9

Abundance Scan 512 (5.098 min): BF131614.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
| ‘ 83.0 4.80 5.00 5.20 5.40 ;
ot m/z 59.60  63.53%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59‘0 LI L L L L L L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 23.13%
7.0 | ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
e
4.80 5.00 5.20 5.40
5000 m/z 58.00  14.71%
101.0
15.0
ol 00820 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RARNRRRE NN
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.82%
5000 41.0
0 \H\‘ \‘M 12\6'0142'0
T T T e R e e T T e e e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.651 6.66 ng 168521  Acenaphthene-di0 9.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Benzoic acid, (4-pyridylmethylen... 225 C13H11N30 001507-93-3 50
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 50
Abundance Scan 1456 (10.651 min): BF131614.D\data.ms (-1452) (-} m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
—— —
152.0 10.50 11.00
Ol O m/z 76,95 73.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 —r— o
10.50 11.00
51.0 m/z 182.00  58.93%
O ‘\\\\‘\\‘\\‘\\\H“‘\\\\’\‘\\\]‘-\2\8\.(\)‘]\_\5‘\%\.’0\\\\‘H\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 28.14%
51.0
0220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105412: Benzoic acid, (4-pyridylmethylene)hydrazide —— —q
105.0 10.50 11.00
m/z 181.00  10.56%
77.0
5000
51.0
ob b | 147.0171.0 197.0 225.0
e e e e e P —t—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\

BF131614.D
: 13 Dec 2022 16:07
: CG\JU
: N6005-01
: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Hentriacontane Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.580 2.68 ng 70564  Phenanthrene-d1e 11.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Heneicosane 296 C21H44 000629-94-7 78

Abundance Scan 1784 (12.580 min): BF131614.D\data.ms (-1775) (- m/z 57.05 100.00%
57.0

5000
A o :
‘ ‘ ﬂl32 12.50
ol M oo w2 7165 63.0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000
12.50
m/z 43.00 61.07%
O uhl\lld I‘ J ]:6‘\99‘\2\2150 3090 3650 437'
\\\\‘\ \\’\\\r‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’

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

%

Abundance #287976: Heptacosane
57.0
12.50
5000 ITI/Z 85.05 46 .49%
0 ‘ il h\ H h .u\ 169 O 225 O 281 O 380 O
gt 4 e P T
m/z--> 0 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0 12.50
m/z 54.95 25.48%
5000
0 ‘ \y h\ \h\ h\ \\ | 169 0 225.0 295.0 367.0
A A A A e e ——
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.533 3.80 ng 73687  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 1946 (13.533 min): BF131614.D\data.ms (-1939) (- m/z 57.05 100.00%
57.0
9.1 T T
13.50
- ‘L p“ | ““w‘“‘ LoooE 23922800 . 7110 80.57%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 n e :
13.50
9.0 m/z 43.10 63.40%
ol 1L L)1) 141.0183.02250267.0309.0 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
T \
13.50
5000 m/z 85.00 54.62%
9.0
ol Ll L] ser0ae0 200
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0 13.50
m/z 55.00 19.95%
5000
9.0
0154 1l “H\ I h‘ u‘ %4\19 1‘830 225.0 296.0
= A e e
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07

Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 1-Tetracosene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
13.957 13.45 ng 260603  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 70
2 1-Hexacosene 364 C26H52 018835-33-1 58
3 3-Eicosene, (E)- 280 (C20H40 074685-33-9 58
4 1-Nonadecene 266 C19H38 018435-45-5 58
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 55

Abundance Scan 2018 (13.957 min): BF131614.D\data.ms (-2014) (- m/z 55.05 100.00%
55.0
97.1
5000
——
LLLL$30 2070 0
W T Y m/z 83.10 97.55%
m/z--> 50 lOO 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 T
14.00
25.0 m/z 43.10  89.45%
0 \“\ ‘\““\“‘ L \‘H“ j “L‘ ‘“ ‘]_\6?\0\2‘1\0\0\ L L \33\6\?\ T
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
—
14.00
5000 m/z 69.00 87.22%
39.0
LT 1810 2380 2920 364
ol Ay e
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- T
57.0 14.00
m/z 97.10 81.38%
7.0
5000
oL L M | 139918202040 2800 gl
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1@-Methylnonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.198 3.39 ng 65736  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octadecane 254 (C18H38 000593-45-3 80

Abundance Scan 2059 (14.198 min): BF131614.D\data.ms (-2053) (- m/z 56.95 100.00%

57.0
5000

e
‘ H |, 16912070 2670 14.00 1450
s e o B S m/z 71.85 77.01%

‘\‘\” \‘h |
m/z--> 50 100 150 200 250 300 350
Abundance #176388: 10-Methylnonadecane
57.0

5000 — ——
14.00 14.50
9.0 1540 m/z 43.05 63.91%
O T H‘\ ‘\“ “ T “h‘ ‘“‘ “ \H \“\ T “‘\ LI ‘ L ’2\67\-\0\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
14.00 14.50
5000 m/z 85.00 57.36%
ol L, ”h‘ | \\ | 1419 183.0 225.0 267.0 309.0  367.(
i e T
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- Sy — —
43.0 14.00 14.50

m/z 55.00  25.93%

- \J\Aj\w
phb) H 2701690 2250 2950 3370

m/z--> 5 100 150 200 250 300 350 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 8 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.751 2.78 ng 53824  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Heptadecane, 9-octyl- 352 (C25H52 007225-64-1 83
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2153 (14.751 min): BF131614.D\data.ms (-2148) (-} | m/z 57.10 100.00%

57.1
5000

—
14.50 15.00

6.9197.2264.9 3552
0‘HH,lLﬁfHﬂmm\HH‘mu‘H‘WH‘WH‘W‘HW‘HW‘H‘_H m/z 71.10 63.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 — —
14.50 15.00

m/z 43.05 61.32%

(L[ F?79107.0267.0 367.0
‘H\\’\H\‘\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 #347241: Tetratetracontane
57.0

—
14.50 15.00

o

5000 m/z 85.05 48.98%
ol || 2T 0197.0267.0337.0407.0 491.0562.0
P b s 2 PR e R P T TS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl- T —
57.0 14.50 15.00

m/z 55.00 21.16%

J ﬂl 239 0
J )

308.0
0l ,\u\‘\\\\‘\\m‘\\\\‘\u\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.351 2.12 ng 29726  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 64
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 59
5 Triacontane 422 C30H62 000638-68-6 59
Abundance Scan 2255 (15.351 min): BF131614.D\data.ms (-2250) (- m/z 57.00 100.00%
57.0
- W
99.0 - .
‘ | H | 1429 2089 2529 15.00 15.50
YN 1 T st i A m/z 71.60 74.70%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — —
15.00 15.50
99.0 m/z 43.00 66.83%
0 ZGLO ““\ “H‘ \‘h‘\ h“ “‘ \“\41}.8\ %8\‘3\0‘ \22\5\0\ T \2\96’(
miz--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
— ——
15.00 15.50
5000 m/z 85.05 59.71%
99.0
155.0 225.0
ol2800 b u T
miz--> 50 100 150 200 250
Abundance #193300: Dodecane, 1-iodo- — —
57.0 15.00 15.50
m/z 55.00 27.11%
h WMWWWW
99.0 155.0
ob280L |\ o o r0 - —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

Quant Title

TIC Library : 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

Peak Number 10 4-Methylheneicosane

Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
16.021 2.21 ng 30984  Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 64
2 4-Methylheneicosane 310 C22H46 025117-29-7 64
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 59
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 59
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53

Abundance Scan 2369 (16.021 min): BF131614.D\data.ms (-2364) (-
57.0

5000
‘ ‘H 1111 1771 9670 3550
0 mh‘ i M\H\HH‘\MH\ M A
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000
13.0
O uh\ M]\.‘ h h‘ \ 6\910\2\2\50 3090 3650 437'
\\\‘\ \\‘\\\\‘\\\\‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #212284: 4-Methylheneicosane
57.0
5000
267.0
LLL7D o0
oA s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000
13.0 197.0
oJL\M‘w‘Mu‘h‘H,‘M,HH,HHWH_W
m/z--> 50 100 150 200 250 300 350 400

m/z 57.00 100.00%

L

16.00

m/z 71.00 82.09%

-

16.00

m/z 43.05 55.38%

%

T \
16.00

m/z 85.10 47.86%

3

\ \
16.00

m/z 70.00  26.14%

2

16.00

8270-BF120822.M Wed Dec 14 14:57:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 unknownl6.509 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.509 18.20 ng 254744  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 46
2 Androst-1-en-3-one, 17-(acetylox... 344 C21H2804 013731-42-5 27
3 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 22
4 5,16-Pregnenolone oxime 329 C21H31NO2 001045-71-2 18
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 16

Abundance Scan 2452 (16.510 min): BF131614.D\data.ms (-2440) (- m/z 43.00 100.00%

43.0
105.0
5000 591 5131
3293 414 S ‘
il 7 |
-} Q1 “ _HHHH‘ m/z 105.00 67.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 ——
368.0 16.50

m/z 57.10 62.06%

414 .(
oL JEUAL ) ‘m‘\‘,‘ o 2P0 750 | | ‘h\ )

m/z--> 5 100 150 200 250 300 350 400
Abundance #253577: Androst-1-en-3-one, 17- (acetyloxy) -4,5-epoxy-,
43.0 329.
T T
16.50
5000 ITI/Z 55.05 61.53%
91.0 136.0
ity o0 250
fo | ‘\‘\‘\‘ \\ \\uh\u “I\\H ‘H\‘\“‘-‘n‘\‘\ ‘ i \ ‘ ‘l“”“”
m/z--> 50 100 150 200 250 300 350 400
Abundance #292844: Androst-5-ene,1-acetoxy-16,17-dimethyl-20-ox P ‘
43.0 16.50
m/z 41.05 59.42%
5000
99.0
1450 2130 326.0
0 ’\J670 —
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\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 12 Pyrene, hexadecahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.021 3.62 ng 50646  Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, hexadecahydro- 218 CléH26 002435-85-0 52
2 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10ON402 014730-92-8 52
3 4-(p-N,N- d1methylam1nopheny11m1n 218 C13H18N20 1000100-07-8 49
4 1,1'-Carbonylbis(3,5-dimethyl-1H. 218 C11H14N40 050476-17-0 46
5 8-Amino-2,6-dimethoxylepidine 218 C12H14N202 074509-65-2 43

Abundance Scan 2539 (17.021 min): BF131614.D\data.ms (-2531) (- m/z 218.20 100.00%

21B.2
5000 55.0
135.0 A //\ A m

3.0 73.% ‘ ‘ 267.0 341. 1700
0 S LT wyz ss.ee 36.51%
miz--> 50 100 150 200 250 300
Abundance #96881: Pyrene, hexadecahydro-
218.0
175.0
5000 e :
67.0 17.00
4 ‘ 135.0 m/z 189.00  33.92%
0‘ ‘ \‘\‘h‘w‘ M h\u “ M‘ \‘ ‘ ‘“‘ h R e
miz--> 50 100 150 200 250 300
Abundance #95752: 3-Amino-5-piperonyl-1,2,4-triazole
218.0
17.00
5000 m/Z 135.00 30.75%
135.0
77.0
0b— ‘u u‘\‘nu“\n ' h‘ h“ e Hh R " ? “ R e
miz--> 50 100 150 200 250 300
Abundance #96534: 4-(p-N,N-dimethylaminophenylimino)-(Z)-2-pente A
218.0 17.00
m/z 132.95 30.33%
5000
134.0
430 840
N N Y O Y
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acq On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 unknownl7.186 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.186 3.61 ng 50587  Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Chloro-3-(trifluoromethyl)benz... 209 C8H7C1F3N 062039-92-3 35
2 1,3,4,8,12-Pentaazatricyclo[7.3.... 174 C7H6N6 1000435-51-3 35
3 Formamide, N-[(1-ethyl-1H-1,3-be... 203 C11H13N30 1000362-57-0 35
4 3,6-Dimethyl-4-chromone 174 C11H1002 057646-01-2 27
5 1,2-Cyclopentanedione, 3-phenyl- 174 C11H1002 069745-71-7 25
Abundance Scan 2567 (17.186 min): BF131614.D\data.ms (-2562) (- m/z 174.05 100.00%
174.1
5000
43.0 91.0
1
269.1 410.. T U
‘ ‘ ‘ H fzm ‘ 355.1 17.00 17.50
0 ‘““\‘MM‘““M‘“‘L Ll myz 43,00 42.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86543: 4-Chloro-3-(trifluoromethyl)benzylamine
174.0
5000 —r— —
17.00 17.50
30.0 75.0 125. H ‘ m/z 187.10 39.71%
0 “”“\“‘\“‘\”M““\‘ LB
m/z--> 50 100 150 200 250 300 350 400
Abundance #49420: 1,3,4,8,12-Pentaazatricyclo[7.3.0.0{2,6}]dodeca-
| —
52.0 17.00 17.50
5000 ITI/Z 91.00 36.01%
119.0
0 S
m/z--> 50 100 150 200 250 300 350 400 ﬁ
Abundance #78604: Formamide, N-[(1-ethyl-1H-1,3-benzimidazol-2- P H—
174.0 17.00 17.50
m/z 55.00 30.37%
5000
119.0
77.0
T NN U
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121322\
Data File : BF131614.D

Acqg On : 13 Dec 2022 16:07
Operator : CG\JU

Sample : N6005-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 78.8 ng 1378380 1 6.881 349970 20.0
2-Pentanone, 4-... 5.098 30.4 ng 532143 1 6.881 349970 20.0
Benzophenone 10.651 6.7 ng 168521 3 9.933 506398 20.0
Hentriacontane 12.580 2.7 ng 70564 4 11.428 526336 20.0
Hexacosane 13.533 3.8 ng 73687 5 14.080 387552 20.0
1-Tetracosene 13.957 13.4 ng 260603 5 14.080 387552 20.0
10-Methylnonade... 14.198 3.4 ng 65736 5 14.080 387552 20.0
Tetratetracontane 14.751 2.8 ng 53824 5 14.080 387552 20.0
Heneicosane 15.351 2.1 ng 29726 6 15.586 279929 20.0
4-Methylheneico... 16.021 2.2 ng 30984 6 15.586 279929 20.0
unknown16.509 16.509 18.2 ng 254744 6 15.586 279929 20.0
Pyrene, hexadec... 17.021 3.6 ng 50646 6 15.586 279929 20.0
unknownl17.186 17.186 3.6 ng 50587 6 15.586 279929 20.0
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