LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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: BF136917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 6 10 22 rVB2 12930 19017 1.21% 0.135%
2 5.016 494 498 506 rVB 26949 33522 2.13% 0.237%
3 5.422 563 567 583 rBV 1475282 1274286 81.00% 9.016%
4 6.428 734 738 750 rBV 1276127 1329004 84.47%  9.403%
5 6.781 794 798 801 rBV 480188 377565 24.00% 2.671%

6 7.345 889 894 897 rBV 986678 863086 54.86% 6.107%
7 8.057 1011 1015 1018 rBV 644244 505188 32.11% 3.575%
8 9.133 1194 1198 1201 rBV 1897456 1573271 100.00% 11.132%
9 9.810 1310 1313 1322 rVB 641189 556825 35.39%  3.940%
10 10.604 1444 1448 1459 rBV 982311 922184 58.62% 6.525%

11 10.733 1465 1470 1473 rVB 19243 24752 1.57% ©
12 11.304 1563 1567 1571 rBV 635135 527318 33.52% 3
13 11.845 1654 1659 1674 rBV 736534 764381 48.59% 5.408%
14 12.563 1773 1781 1785 rBV8 23368 61163 3.89% ©
15 12.633 1789 1793 1805 rVV 464849 498583 31.69% 3

16 12.898 1834 1838 1842 rBV 1242006 1144290 72.73% 8.097%
17 13.474 1924 1936 1954 rVB10 129442 571438 36.32% 4.043%

18 13.757 1981 1984 1989 rBV3 20968 35460 2.25% ©.251%
19 13.804 1990 1992 1995 rBV 31723 28391 1.80% 0.201%
20 13.839 1995 1998 2006 rBV3 49871 106981 6.80% 0.757%
21 13.910 2007 2010 2012 rBV 54815 45789 2.91% ©.324%
22 13.945 2012 2016 2018 rBV 1173238 1159636 73.71%  8.205%
23 13.963 2018 2019 2026 rVB 401786 218682 13.90%  1.547%
24 14.033 2028 2031 2033 rBV3 47992 60357 3.84%  0.427%
25 14.092 2039 2041 2043 rBv2 101792 103419 6.57% ©.732%
26 14.110 2043 2044 2048 rVV 95015 96404 6.13% 0.682%
27 14.145 2048 2050 2052 rVB 34250 23567 1.50% ©0.167%
28 14.239 2063 2066 2070 rVB 51025 53494 3.40% 0.379%
29 14.292 2073 2075 2077 rVB 50741 41199 2.62% 0.292%
30 14.345 2082 2084 2090 rVB3 35619 38222 2.43% 0.270%
31 14.433 2095 2099 2103 rVB4 72908 100882 6.41% 0.714%
32 14.739 2149 2151 2154 rVB2 21308 20099 1.28% 0.142%
33 14.810 2160 2163 2169 rVB2 66257 82474 5.24%  0.584%
34 15.086 2207 2210 2212 rVB 30256 29388 1.87% ©.208%
35 15.168 2220 2224 2231 rBVS8 23508 51517 3.27% ©.365%
36 15.239 2232 2236 2242 rVW3 60276 94246 5.99% 0.667%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 15.310 2245 2248 2253 rVB5 20934 31969 2.03% 0.226%
38 15.439 2266 2270 2278 rBV 325802 438810 27.89% 3.105%
39 15.504 2278 2281 2287 rVB4 37075 47764  3.04% ©.338%
40 15.745 2318 2322 2327 rBvV4 29466 48075 3.06% 0.340%
41 15.921 2348 2352 2355 rBV 20581 26510 1.69% ©.188%
42 16.580 2460 2464 2469 rVB6 18943 32785 2.08% 0.232%
43 17.062 2540 2546 2548 rBV7 20651 39374 2.50% 0.279%
44 18.645 2813 2815 2824 rVB1o 13925 31719 2.02% 0.224%
Sum of corrected areas: 14133086
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jan 2024 20:20
¢ CG\JU
: 05900-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
BF136917.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136917.D\data.ms
1500000 5.422
6.428
1000000 7.345
500000 6.781
01146 5.016
—\/?‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\F\‘\\\\‘\\\\‘\\\
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: BF136917.D\data.ms
9.133
1500000
12.898
1000000 10.604
11.845
8.057 9.810 11.304
500000 12.633
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: BF136917.D\data.ms
1500000
13.945
1000000
500000
7 16.580 17.062 18.645
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\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 28.99 ng 764381  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
Abundance Scan 1659 (11.845 min): BF136917.D\data.ms (-1654) (- m/z 72.95 100.00%
43.0 73.0
5000 1291
213.2 = ——
‘ ‘ H‘ 157.1185.2 ‘ 256.1 | 11.50 12.00
Y ”“;M‘m‘m e b L L T s 43.05 99.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 157.0 g5 02130 2560 m/z 59.95 90.63%
\H‘HH“}‘HH!H \H‘{\‘H\L\wh““\\‘”‘h\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/z 57.10 78.57%
171.0
‘ 214.0
?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add — ===
73.0 11.50 12.00
43.0 m/z 41.10 75.20%
5000 129.0
185.0
|
1“5‘-9\‘\”\1\;\‘Mu‘\"Gﬂmh_mwW_WWW_IHW 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\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl12.563 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.563 2.32 ng 61163  Phenanthrene-di0 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Heptadecene 238 C17H34 002579-04-6 43
2 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 38
3 1-Tetradecene 196 C14H28 001120-36-1 38
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 30
5 trans-(2-Decenyl)succinic anhydride 238 C14H2203 081949-64-6 30
Abundance Scan 1781 (12.563 min): BF136917.D\data.ms (-1773) (- m/z 41.00 100.00%
41.0
69.0
5000
T [
‘ 12.50
e m/z 55.00 85.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #121336: 8-Heptadecene
55.0
83.0
5000 — :
111.0 12.50
27,0 H ‘ 238.0 m/z 57.00 80.58%
\H’\h\\UM\‘ ‘\!H“HH\‘HH‘{‘%\:3\?\'9\‘\\\\‘\\\\‘\\\\‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
41.0 69.0
] [
12.50
m/z 68.95 79.83%
5000 97.0
137.0
166.0 209 0
Ll 9, 29900700
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71723: 1-Tetradecene T I
43.0 12.50
83.0 m/z 83.60  74.55%
5000
111.0
50| ||| || 10016801960
HWHH‘H‘_H‘_HwH‘WHHM‘HMHW‘HWHH‘HHWH‘WH e
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.633 18.91 ng 498583  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1793 (12.633 min): BF136917.D\data.ms (-1789) (- m/z 43.10 100.00%
43.1 73.0

5000 129.0

= T
12.50 13.00
m/z 73.00 90.67%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C —— e
185.0 241.0 12.50 13.00
m/z 57.10 79.39%
! ‘\“! ‘w‘ ‘ﬂ!\\ ‘H “‘u‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
S =
12.50 13.00
5000 129.0 ITI/Z 60.00 78.32%
1710 2130 256.0
‘waﬂhﬂwq
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —= T
73.0 12.50 13.00
43.0 m/z 55.05 73.68%
5000
129.0
185.0 228.0
preptee e e e b e e e o = _——
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 .beta.-Bisabolenol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.474 52.26 ng 571438 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Bisabolenol 220 C15H240 147126-90-7 55
2 Cyclopropanemethanol, 2-methyl-2... 168 C11H200 098678-70-7 41
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 35
4 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 30
5 2,6,10,15,19,23-Pentamethyl-2,6,... 446 C30H5402 1000432-43-7 27
Abundance Scan 1936 (13.474 min): BF136917.D\data.ms (-1924) (- m/z 57.10 100.00%
7.1
123.1
5000
205.2
273.1 e
‘ ‘ 361.7 411. 13.50 .
e m/z 55.10 85.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #99181: .beta.-Bisabolenol
69.0
5000 T
13.50
m/z 69.10 75.27%
‘ 135.0 189.0
2\7”\. i ““L\‘ “1“‘ \N‘“M‘H\h‘ \H“‘\”" ‘\ \‘\ “\ T 1 L L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #43435: Cyclopropanemethanol, 2-methyl-2-(4-methyl-3-
69.0
——
13.50
5000 ITI/Z 95.05 67.83%
P
EITImE
“J ! ““‘w‘:“w‘m e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #19541: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- ——
95.0 13.50
m/z 43.10 61.87%
41.
5000
138.0
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl13.757 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

13.757 3.24 ng 35460 Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 49
2 Dehydroabietylamine 285 C20H31N 001446-61-3 43
3 5-(m-Anisidino)-3H-1,3,4-thiadia... 239 C9HIN30S2 068161-58-0 25
4 3H-1,3,4-Benzotriazepine, 7-chlo... 239 C10H10CIN3S 105999-04-0 22
5 4-Amino-3-(N,N-dimethylamino)-9-... 239 C15H17N3 094127-27-2 22
Abundance Scan 1984 (13.757 min): BF136917.D\data.ms (-1981) (| m/z 91.00 100.00%

91.0
239.2
5000 2851

165.1197.1 — .

1330 13.50 14.00
m/z 239.20 61.26%

miz-> 50 100 150 200 250 300

Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenyla
239.0

43.0

5000 T TER T uw
183.0 : :
91.0 m/z 285.10  38.78%
Y U ’m ‘\\‘ ‘H‘ \“ b ‘Hu I u\m\ \HM \\H‘ h\ ‘\ b, ‘\ ‘H\‘ : “‘ l :
miz--> 50 100 15 200 250 300
Abundance #180381: Dehydroabietylamine
173.0 239.0 [\ h
T —
13.50 14.00
5000 ITI/Z 105.10 34.44%
285.0
30.0
131.0 ‘
“\jh“wwjmnumMMwNWw‘J@E%QLHJ‘MA"M‘
miz--> 50 100 150 200 250 300
Abundance #122646: 5-(m-Anisidino)-3H-1,3,4-thiadiazole-2-thione e ——
239.0 13.50 14.00
m/z 117.00 32.49%
5000 77.0
165.0
PN} \‘H \H\ ‘H‘\ u\ \ %\ “Hh (M\ ‘N \‘\ \H 2070 ‘h WW\ . ‘ .

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\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.804 2.60 ng 28391  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 58
5 Octacosane 394 (C28H58 000630-02-4 58
Abundance Scan 1992 (13.804 min): BF136917.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0
— —
‘ h h ‘99"0 155.1 205.2 242.9 281.1 13.50 14.00
ik M\‘m‘\’ il "\‘ g™ T T m/z 43.05 69.37%
m/z--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 = —
13.50 14.00
m/z 71.05 53.42%
99.0
].\!:-).\q‘\ ‘\L‘ ‘ “‘\ ‘!‘ \“‘\ “" \“ T %4”]"’()‘\ %8\:‘3;0’ T \2\49'?\ T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
- —
13.50 14.00
5000 ITI/Z 85.05 51.30%
99.0 183.0
AT e T s
miz--> 50 100 150 200 250 300
Abundance #170573: Sulfurous acid, butyl decyl ester — —
57.0 13.50 14.00
m/z 41.00 25.08%
h JM
99.0 141.0
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\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20

Operator : CG\JU

Sample : 05900-09

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 7 Trifluoroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.839 9.78 ng 106981  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

2 1-Hexacosene 364 C26H52 018835-33-1 81
3 Octacosanol 410 C28H580 000557-61-9 81
4 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 80

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 76

Abundance Scan 1998 (13.839 min): BF136917.D\data.ms (-1995) (- m/z 57.10 100.00%
57.1
- MM
P T
‘ h “ ‘ ‘ 3.2 2491 13.50 14.00
. ‘W\‘ h dh H\huH m‘\\ ‘HH‘ \‘\‘\ “‘HH L \’ R e m/z 55.05 82.61"0
miz--> 50 100 150 200 250 300 350
Abundance #228956: Trifluoroacetic acid, pentadecyl ester
57.0
7.0
5000 = —
13.50 14.00
m/z 43.05 81.53%
\“‘\‘\‘ “ ‘“ “ ‘%“‘ ‘m\\\‘\‘!\\\"\\\\30‘6\\0\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
10 970
= T
13.50 14.00
5000 m/z 83.10  69.37%
L Ll M LI ; ‘1‘8‘1‘0‘ 12380 2920 3640
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol o T
57.0 13.50 14.00
97.0 m/z 69.85 66.10%
h /LJW
e M I 4‘ Y181 02220 29203340 392
il T B e e e e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF122023.M Thu Jan 04 ©5:57:29 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl14.033 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.033 5.52 ng 60357  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl phthalate 390 C24H3804 000131-20-4 47
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 35
3 Phthalic acid, di(oct-3-yl) ester 390 C24H3804 1000377-72-3 35
4 Phthalic acid, hept-2-yl octyl e... 376 C23H3604 1000356-97-5 27
5 Phthalic acid, 3-methylbutyl non... 502 C32H5404 1010356-82-0 27
Abundance Scan 2031 (14.033 min): BF136917.D\data.ms (-2028) (- m/z 149.00 100.00%
149.0
57.1
5000
2211 5810 3850 1400 |
‘ ‘ 429 14.00
‘hNMWHW%PMW‘“‘“MN“MN‘UWM“V‘M“““V‘ m/z 57.10 59.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #295602: Diisooctyl phthalate
149.0
so00| 70 s ‘
14.00
279.0 ITI/Z 71.10 44 ,19%
‘ \ \‘\\\‘\\\\‘\\‘\\‘\?’\3\3\0‘\\3\9(\)‘()\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #295608: Bis(2-ethylhexyl) phthalate
149.0
1 I
14.00
5000 m/z 43.10 41.35%
57.0
104 0 279.0
g ‘\ bl 3900
m/z--> 50 100 150 200 250 300 350 400
Abundance #295622: Phthalic acid, di(oct-3-yl) ester —— :
149.0 14.00
m/z 73.00 39.68%
5000
57.0 104.0 27?.0
T by oy L .
bt P
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF122023.M Thu Jan 04 ©5:57:30 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 Phthalic acid, di(6-methylh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.092 9.46 ng 103419  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 64
2 Diisooctyl phthalate 390 (C24H3804 000131-20-4 52
3 Phthalic acid, hexyl 4-methylpen... 334 C20H3004 1000356-87-6 50
4 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 50

5 Phthalic acid, 3,4-dichloropheny... 380 C19H18C1204 1010315-27-4 47

Abundance Scan 2041 (14.092 min): BF136917.D\data.ms (-2039) (- m/z 149.00 100.00%
149.0
5000{ 57.1
oo
105}0 279.1 :
o ‘ ihw‘lm“u‘mu 2tz T 8882 wmjz 57.10 46.12%
miz--> 50 100 150 200 250 300 350
Abundance  #295694: Phthalic acid, di(6-methylhept-2-yl) ester
149.0
5000 e :
14.00
57.0 m/z 71.10 33.17%
/|| 10ap | | 270
\\\‘\\\\‘\‘\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #295602: Diisooctyl phthalate
149.0
T T \
14.00
5000/ 270 m/z 43.10  28.83%
279.0
L‘ ‘L L H‘?ﬁ“o | 3330 300,
e o T A e
m/z--> 50 100 150 200 250 300 350
Abundance #241819: Phthalic acid, hexyl 4-methylpent-2-yl ester T ‘
149.0 14.00
m/z 113.10 19.40%
5000
43.0 85.0
‘H““““u“‘w“mu - N il
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF122023.M Thu Jan 04 ©5:57:31 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 Diisooctyl phthalate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.110 8.82 ng 96404  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 78
2 Diisooctyl phthalate 390 C24H3804 000131-20-4 78
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 43
4 Diisoheptyl phthalate 362 C22H3404 090937-19-2 43
5 Phthalic acid, heptyl 2-pentyl e... 334 C20H3004 1000315-47-9 43
Abundance Scan 2044 (14.110 min): BF136917.D\data.ms (-2043) (-} | m/z 149.00 100.00%
149.0
57.1
5000
| v
104/1 . .
T h H\ h\“‘\”h“““‘ L \H\ N\“\“\ %(‘)Z \J-\ H\ H\‘ \2\7\9 \1‘ L ’ UL m/z 57.19 75.2300
miz--> 50 100 150 200 250 300 350
Abundance  #295694: Phthalic acid, di(6-methylhept-2-yl) ester
149.0
5000 " A
14.00 14.50
57.0 m/z 71.10 45.09%
R 210
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #295602: Diisooctyl phthalate
149.0
—— =5
14.00 14.50
5000/ 270 m/z 43.10  38.09%
279.0
‘h ‘\ ‘\M m‘ \ 3330 390.
- B e B R
m/z--> 5 100 150 200 250 300 350
Abundance #295611: Bis(2-ethylhexyl) phthalate —— — T
149.0 14.00 14.50
m/z 69.00 37.30%
5000
57.0
| I L
““““““‘ T —— ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF122023.M Thu Jan 04 ©5:57:32 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 11 Phthalic acid, 2-ethylhexyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.145 2.16 ng 23567  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-ethylhexyl non-... 400 C25H3604 1000315-75-4 83
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 72
3 Phthalic acid, 6-methylhept-2-yl... 390 C24H3804 1000377-96-2 72
4 Phthalic acid, di(oct-3-yl) ester 390 C24H3804 1000377-72-3 72
5 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 64

Abundance Scan 2050 (14.145 min): BF136917.D\data.ms (-2048) (- m/z 149.00 100.00%

140.0 '
5000
57.1
et T
‘ ‘ 2322 279. 14.00 14.50
ke w b B08EES Ly m/z 57.10  31.74%
m/z--> 0 50 100 150 200 250 300 350
Abundance #302588: Phthalic acid, 2-ethylhexyl non-5-yn-3-yl ester
149.0
5000 Lk A
14.00 14.50
m/z 55.00 17.30%
ot || 7o
\\\\H“\\‘U%‘H\\\\ \\\\‘\\\\‘\‘\‘\\‘\\\\‘\\\\
miz-> 0 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
—— —
14.00 14.50
5000 m/z 113.10 15.27%
57.0
279.0
149 | | |10 1 200 °7 390.
e e e e
m/z--> 0 50 100 150 200 250 300 350
\

Abundance #295727: Phthalic acid, 6-methylhept-2-yl octyl ester ‘ ‘ P
149.0 14.00 14.50

m/z 71.10 14.56%

5000

279.0
57.0 1040 |

m/z--> 0 50 100 150 200 250 300 350 14.00 14.50

3

8270-BF122023.M Thu Jan 04 ©5:57:33 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 12 Phthalic acid, 3-methylbuty... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.239 4.89 ng 53494  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 3-methylbutyl non... 502 C32H5404 1010356-82-0 72
2 Phthalic acid, dodecyl 3-methylb... 404 C25H4004 1000356-81-3 72
3 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 72
4 Phthalic acid, 3-methylbutyl oct... 348 C21H3204 1000356-80-9 72
5 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 59

Abundance Scan 2066 (14.239 min): BF136917.D\data.ms (-2063) (- m/z 149.00 100.00%
149.0

5000

T

71.1

o
14.00 14.50
H““ “‘*“‘,\‘2?71‘2791‘ ‘3‘3‘3"‘1””_‘” m/z 71.10 20.26%

miz--> 50 100 150 200 250 300 350 400
Abundance #338445: Phthalic acid, 3-methylbutyl nonadecyl ester
149.0

5000 T T
14.00 14.50
71.0 m/z 57.10 19.30%
237.0
2\7\.q\ ‘M\ W \h\ " L \‘\]-\9\3‘.9‘\ T ‘ L ‘ L ‘ L ‘ \4]3\:‘3\.‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #304957: Phthalic acid, dodecyl 3-methylbutyl ester
149.0
—T T
14.00 14.50
5000 m/z 43.10 16.13%

71.0
7.9 | B0 w0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #206913: Ph

thalic acid, di(2-methylbutyl) ester —
149.0 14.00 14.50

m/z 41.05 14.16%

5000
710 237.0
27\9“‘1‘\ | |

T \
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF122023.M Thu Jan 04 ©5:57:34 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 Phthalic acid, dodecyl octy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.292 3.77 ng 41199  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, dodecyl octyl ester 446 C28H4604 1010308-91-7 59
2 Phthalic acid, 3-methylbut-3-eny... 346 C21H3004 1000357-10-6 59
3 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 59
4 Phthalic acid, 3-(2-methoxyethyl... 434 C26H4205 1010315-39-8 59
5 Phthalic acid, 3-methylbutyl pen... 306 C18H2604 1000356-80-5 53
Abundance Scan 2075 (14.292 min): BF136917.D\data.ms (-2073) (- m/z 149.00 100.00%
149.0
5000
57.1
=, e
] “ 1131 1671 230.1 2791 14.00 14.50
S RTI UU U738 - S A m/z 57.10  34.72%
miz--> 50 100 150 200 250 300
Abundance #324479: Phthalic acid, dodecyl octyl ester
149.0
5000 s A
14.00 14.50
m/z 71.10 25.61%
43.0
L1 830, L 2790 3350
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
miz--> 50 100 150 200 250 300
Abundance #255702: Phthalic acid, 3-methylbut-3-enyl octyl ester
149.0
P 7
14.00 14.50
5000 68.0 m/z 69.00  15.90%
200 || 1040 | 2160 2730 g
T T T R i
miz--> 50 100 150 200 250 300
Abundance #312626: 1,2-Benzenedicarboxylic acid, isodecyl octyl es —— —
149.0 14.00 14.50
m/z 43.10 14.82%
5000
P10 00 2790
e P T
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF122023.M Thu Jan 04 ©5:57:35 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,5-Benzoxazepine, 2,3,4,5-...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.345 3.50 ng 38222  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,5-Benzoxazepine, 2,3,4,5-tetra. 149 C9H11NO
2 Formamide, N-(2,4- dlmethylphenyl)— 149 C9H11NO
3 1,2,3,4-Tetrahydro-7-isoquinolinol 149 C9H11NO
4 3',4'-Formoxylidide 149 C9H11NO
5 2H-1,3-Benzimidazol-2-one, 5-ami... 149 C7H7N30

007160-97-6 64
060397-77-5 64
1000241-85-0 59
006639-60-7 38
1000338-09-4 38

Abundance Scan 2084 (14.345 min): BF136917.D\data.ms (-2082) (-
12111490

5000
57.0

43.2
Hh‘\meM\MWmHNLJHWJ\M\M\M\ %uw ‘%Z%}

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #27401: 1,5-Benzoxazepine, 2,3,4,5-tetrahydro-
120.0

149.0

5000

65.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #27391: Formamide, N-(2,4-dimethylphenyl)-
120.0149.0

5000

77.0

39.0 ‘ |
ol el “

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #27389: 1,2,3,4-Tetrahydro-7-isoquinolinol
120.0

149.0

5000

91.0
On\ I u‘\ M“ L]

m/z 120.10 100.00%

T —
14.00 14.50

m/z 149.00  82.40%

= T
14.00 14.50

m/z 121.10  39.73%

- —
14.00 14.50

m/z 57.00 37.10%

?

14.00 14.50

m/z 41.10 35.91%

m/z--> 20 40 60 80 100120140160180200220240260280

a

14.00 14.50

8270-BF122023.M Thu Jan 04 ©5:57:36 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20

Operator : CG\JU

Sample : 05900-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: 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

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 unknownl4.433 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.433 9.23 ng 100882  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Aminopent-4-enoic acid, N-(2-e... 397 C23H43NO4 1000393-16-4 32
-Aminopent-4-enoic acid, N-(2-e... 439 C26H49NO4 1010393-16-7 20

uih wNnPE
NI—‘NNN
AI'H]>]>

-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 9
eptadecanamlne 255 C17H37N 004200-95-7 4
3,3-Dimethyldiaziridin-1-yl)e... 115 C5H13N3 139223-40-8 4
Abundance Scan 2099 (14.433 min): BF136917.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
5000
149.0
P
h M “ 2810 3474 3974 14.50
_— HIM\ = h \Mhhu\ o by i ‘MH‘. i h il ‘\‘\ " L‘ : m/z 71.05 76.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #300260: 2-Aminopent-4-enoic acid, N-(2-ethylhexyloxyc
57.0
226.0
5000 ]
14.50
114.0 ‘ 356.0 m/z 43.00  55.28%
T \J\ ‘\“‘ “‘ H ““ \H\ \}‘6(\)\()\ T [ T \‘\ T ‘ \2\8\5\.9\‘\ T “\ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #321677: 2-Aminopent-4-enoic acid, N-(2-ethylhexyloxyc
57.0
T
14.50
5000 226.0 m/z 85.10  46.91%
113.0
H 398.0
AL as00 1| 2840 sa00 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #4620: 2-Furanmethanamine, tetrahydro- —
30.0 14.50
m/z 55.00 28.26%
5000
1 o
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF122023.M Thu Jan 04 ©5:57:37 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 16 unknownl14.810 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.810 3.76 ng 82474  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 47
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 43
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H60085i9 002652-13-3 22
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 18
Abundance Scan 2163 (14.810 min): BF136917.D\data.ms (-2160) (- m/z 221.10 100.00%
73.0 221.1
147.1
5000 281.0 355.1
429.1 ooy T
503. 14.50 15.00
m/z 73.00 98.19%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #323442: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox
73.0
147.0
— ——
5000 210 3650 400 1450 15.00
207.0 l ' m/z 147.05 72.16%
\\\“\\\\‘\\\‘\“\\\\“\J\\‘\\\‘\‘\\\J‘\\\\‘\\}\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
0 g0 2210
— —
14.50 15.00
281. m/z 69.10 56.46%
5000 81.0 355.0
443.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — ——
147.0 221.0 14.50 15.00
m/z 355.05  49.45%
73.0
5000
‘ 279.0
Hu‘uh“mﬁ‘_“vﬁ“w“hw“w“‘u“u“‘u“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl15.168 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.168 2.35 ng 51517  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, cyclohexylmethyl ... 272 C14H2405 1000390-74-2 43
2 2-Furanmethanamine 97 C5H7NO 000617-89-0 30
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 30
4 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 27
5 Octane 114 C8H18 000111-65-9 25
Abundance Scan 2224 (15.168 min): BF136917.D\data.ms (-2220) (| m/z 55.10 100.00%
P31 971
5000
167.0 L — ]
‘ ‘ 206.1 283.1 355. 15.00 15.50
I \!\‘ | h“‘ ‘\“\“\H M “H‘M MH ‘“U L \“‘\H‘ ——— “‘ m/z 43.00 93.08%
m/z--> 50 100 150 200 250 300 350
Abundance #163072: Succinic acid, cyclohexylmethyl 2-methoxyethy
59.0 97.0
5000 —r— —
15.00 15.50
159.0 m/z 97.10 84.49%
T \M‘\‘ ‘M“H MJ \‘\ ‘\‘ \“‘ ‘\ \‘\]-\97.\0\2\4\‘2;()\ LI ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #3325: 2-Furanmethanamine
97.0
—— —
15.00 15.50
5000/ 280 m/z 85.20 77.73%
T e e S B
m/z--> 50 100 150 200 250 300 350
Abundance #69424: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, Ci —— —
55.0 15.00 15.50
97.0 m/z 57.05 76.56%
5000
194.0
e o
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl15.239 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.239 4.30 ng 94246  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 43
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 43
3 1-(4-Nitro-benzoyl)-pyrrolidine-... 344 C17H20N404 1000296-02-8 27

4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 18

Abundance Scan 2236 (15.239 min): BF136917.D\data.ms (-2232) (- m/z 221.05 100.00%

73.1 221.1
149.0
5000 355.1
429.1

1JMIM\'JH'“|“\5032 m/z 73.10 97.82%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
%0 4702210
5000 — —
355.0 15.00 15.50

m/z 149.00  76.33%

443.0
\\\‘\J“\\\\‘\\\‘\‘\\\\h“gf\\%\!\\‘\\‘\‘T‘L\\\‘\\\\}l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0

1
355.0 15.00 15.50
5000 m/z 147.00  75.17%

\ w\\ e 8L
m/z--> 50 100150200 250 300 350400 450 500550 600 650
Abundance #252936: 1-

(4-Nitro-benzoyl)-pyrrolidine-2-carboxylic acig T
149.0220.0 15.00 15.50
m/z 355.05 47.98%

76.0
5000
J 344.0
Nthle\Mi\l | ‘
B S —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 unknownl5.504 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.504 2.18 ng 47764  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Dimethylamino-4'-methoxy... 281 C18H19NO2 052119-37-6 38
2 1-(4-Aminophenyl)-3-(4-hydroxyph... 281 C18H19NO2 001158-21-0 30
3 4,5-Ethylene-8,9-dimethoxy-6-phe... 281 C17H15NO3 065367-74-0 25
4 11H-Naphtho[1,2-b]thieno[3,4-d]p... 281 C16H11NO2S 292159-63-8 25
5 Succinic acid, di(2,3,6-trichlor... 474 C16H8C1604 1000349-71-7 22

Abundance Scan 2281 (15.504 min): BF136917.D\data.ms (-2278) (- m/z 321.10 100.00%
281.1321.1
5000 /\
55.0 96.2 152.0 207.1 R e L |
‘ ‘ 15.50
“,‘“J“l” e m/z 281.05  88.91%
miz--> 50 100 150 200 250 300 350
Abundance #174720: trans-4-Dimethylamino-4'-methoxychalcone
281.0
5000 —
15.50
121.0 174.0 m/z 279.10 79.87%
770 ‘ 238.0
L\E\O\ I \‘\. I i‘i“\“‘ T \“‘ g \‘\“\ l‘“\‘”\ T L
miz--> 50 100 150 200 250 300 350
Abundance #174752: 1-(4-Aminophenyl)-3-(4-hydroxyphenyl)prop-2-
281.0
148.0
Wy | oAy i
15.50
5000 ITI/Z 322.05 40.37%
77.0 238.0
194.0 ‘ ‘ ‘
. ‘?"g\‘H Uh ‘HH‘\ M\ HHM‘ ‘h‘ yp “‘\‘ \’H‘H‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #174636: 4,5-Ethylene-8,9-dimethoxy-6-phenanthridone e ‘A : m |
281.0 15.50
m/z 280.00 29.21%
5000
238.0
139.0 194.0
Cmomo mo o™ |y
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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 20 Hexasiloxane, tetradecamethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.745 2.19 ng 48075  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 58
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 37
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
4 3-Methoxymethyl-2,5,5,8a-tetrame... 236 C15H2402 064201-73-6 22
5 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 18

Abundance Scan 2322 (15.745 min): BF136917.D\data.ms (-2318) (- m/z 221.05 100.00%

73.0 2211
147.1
5000 355.1
429.0

“'\,M',"L"\ml503'2 m/z 73.00 86.87%

m/z--> 50 100150200 250300350400450500550600650
Abundance #328135: Hexasiloxane, tetradecamethyl-

e

730 2210

5000

——
355.0 15.50 16.00
m/z 147.05  77.46%

443.0
\H‘\J“\\H’\H‘\]HH‘“‘{\ H%\‘\H‘HL\MH\\‘HHLHH‘HH‘HH‘HH‘H\
m/z--> 50 100150200 250 300 350 400 450 500 550 600 650
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0

7
15.50 16.00

5000 730 1470 295.0 m/z 355.10  43.53%
369.0
,,\_ML«‘L‘?‘?-OGGS-‘
m/z--> 50 100150200 250300350400 450500550600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0 15.50 16.00

m/z 281.05 41.52%

- 1 \MWW@AMijKWMNNWMMMW
77.F
I M

\4\L | |
R R R N R R R R NN R RN RN LN RN L — L —
m/z--> 50 100 150200250300 350400450500550 600650 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136917.D

Acqg On : 03 Jan 2024 20:20
Operator : CG\JU

Sample : 05900-09

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|
n-Hexadecanoic ... 11.845 29.0 ng 764381 4 11.304 527318 20.0
unknown12.563 12.563 2.3 ng 61163 4 11.304 527318 20.0
Octadecanoic acid 12.633 18.9 ng 498583 4 11.304 527318 20.0
.beta.-Bisabolenol 13.474 52.3 ng 571438 5 13.963 218682 20.0
unknown13.757 13.757 3.2 ng 35460 5 13.963 218682 20.0
Heptadecane 13.804 2.6 ng 28391 5 13.963 218682 20.0
Trifluoroacetic... 13.839 9.8 ng 106981 5 13.963 218682 20.0
unknown14.033 14.033 5.5 ng 60357 5 13.963 218682 20.0
Phthalic acid, ... 14.092 9.5 ng 103419 5 13.963 218682 20.0
Diisooctyl phth... 14.110 8.8 ng 96404 5 13.963 218682 20.0
Phthalic acid, ... 14.145 2.2 ng 23567 5 13.963 218682 20.0
Phthalic acid, ... 14.239 4.9 ng 53494 5 13.963 218682 20.0
Phthalic acid, ... 14.292 3.8 ng 41199 5 13.963 218682 20.0
1,5-Benzoxazepi... 14.345 3.5 ng 38222 5 13.963 218682 20.0
unknown14.433 14.433 9.2 ng 100882 5 13.963 218682 20.0
unknown14.810 14.810 3.8 ng 82474 6 15.445 438810 20.0
unknown15.168 15.168 2.4 ng 51517 6 15.445 438810 20.0
unknown15.239 15.239 4.3 ng 94246 6 15.445 438810 20.0
unknown15.504 15.504 2.2 ng 47764 6 15.445 438810 20.0
Hexasiloxane, t... 15.745 2.2 ng 48075 6 15.445 438810 20.0
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