LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

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_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56600.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.298 335 342 351 rVB 91928 145693 7.86% 1.656%
2 5.791 418 426 438 rBV 366400 621341 33.50% 7.062%
3 7.419 693 703 718 rBV 370219 658933 35.53% 7.490%
4 8.265 840 847 854 rVB 121132 207136 11.17%  2.354%
5 9.440 1039 1047 1057 rVB 229831 412795 22.26% 4.692%
6 11.097 1323 1329 1336 rVB 167873 294840 15.90% 3.351%
7 11.567 1404 1409 1415 rBV5 15669 27414 1.48% 0.312%
8 12.066 1489 1494 1499 rBV6 11467 18964 1.02% 0.216%
9 12.119 1499 1503 1508 rVv3 18143 29729 1.60% 0.338%
10 12.172 1508 1512 1519 rVB7 11598 24953 1.35% 0.284%
11 12.343 1534 1541 1547 rBV5 34627 68181 3.68% ©.775%
12 12.454 1557 1560 1567 rVB7 9865 21138 1.14% 0.240%
13 12.677 1594 1598 1607 rVBS8 13689 32608 1.76% 0.371%
14 12.801 1615 1619 1622 rBV4 14149 18759 1.01% 0.213%
15 13.089 1664 1668 1676 rBV4 9980 25624 1.38% 0.291%
16 13.336 1706 1710 1714 rVB4 25288 38103 2.05% ©0.433%
17 13.506 1733 1739 1749 rBV 842327 1330583 71.74% 15.124%
18 13.676 1762 1768 1775 rVB4 69810 146564 7.90% 1.666%
19 14.299 1870 1874 1882 rBv2 77789 148591 8.01% 1.689%
20 14.622 1924 1929 1933 rBV3 79090 130793 7.05% 1.487%
21 14.663 1933 1936 1939 rVW4 36129 50166 2.70% 570%
22 14.705 1939 1943 1947 rVB2 68681 96738 5.22% 100%

23 14.887 1969 1974 1980 rVB 276699 446134 24.05%
24 15.656 2102 2105 2112 rVB3 65518 107508 5.80%
25 16.220 2199 2201 2206 rVB 55369 73798 3.98%
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26 16.373 2221 2227 2233 rBV 521064 795695 42.90%  9.044%
27 17.625 2436 2440 2445 rVB 311558 453348 24.44%  5.153%
28 20.204 2874 2879 2884 rBV 1427988 1854689 100.00% 21.081%
29 21.920 3167 3171 3177 rVB 311895 516971 27.87% 5.876%

Sum of corrected areas: 8797789
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056600.D\data.ms
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Abundance TIC: BG056600.D\data.ms
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Abundance TIC: BG056600.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.298 14.07 ng 145693 1,4-Dichlorobenzene-d4 8.265
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 23
3 Tetraglyme 222 C10H2205 000143-24-8 23
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17
5 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 17
Abundance Scan 342 (5.298 min): BG056600.D\data.ms (-335) (-) m/z 59.00 100.00%
59.0
101.0
5000

e ERAmEREE S

39.1 wL 5.00 5.20 5.40 5.60
bt L m/z 43.00  83.98%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 LB L B LI NI B BN
5.00 5.20 5.40 5.60
101.0 m/z 101.00  74.79%
O\\\\‘\‘\“\\“h\\\w“\\\.\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15705: 3-Heptanol, 4-methyl-
59.0
R RAREREE S
5.00 5.20 5.40 5.60
5000 m/z 58.00 20.68%
27.0
83.0
(L ‘Mw““ “U‘; 1020 1290
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100837: Tetraglyme R e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.51%
5000
31.0 103.0
O e 280 amt0
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BG@56600.D

Acq On : 9 Feb 2023 16:52

Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 2 Cyclohexane, 1,2-diethyl-3-... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.119  2.02ng 20729 Naphthalene-ds 11.097
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 Cyclohexane, 1,2-diethyl-3-methyl. 154 ciimzz 061141-80-8 53

2 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 50
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 50
4 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 46
5 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 43
Abundance Scan 1503 (12.119 min): BG056600.D\data.ms (-1499) (- | m/z 69.00 100.00%
69.0
125.0
5000
410 97.0 165_2 T ‘ T T ‘ T
WY W R =
om,ww,‘m‘,”“”, WL L wjz s3.ie 72.85%
miz--> 20 80 100 120 140 160 180
Abundance #3147O.Cydohexane,L24ﬂeﬁwh34neﬁwk
69.0
5000 125.0 —r —
12.00 12.50
41.0 m/z 125.00  66.34%
il |
O\\\’\\\\’\\\\’\}\\’H\\\\[\\\\‘H\\\‘\\\‘\‘\\\\‘\\
miz--> 80 100 120 140 160 180
Abundance #31468.Cydohexane,Z44ﬂemyhlqnmhyk Mm
69.0
e i
12.00 12.50
m/z 67.00 23.90%
5000 125.0
41.0
L me s
om,"H,Hm,””,””_”wuu_m‘mw‘
miz--> 80 100 120 140 160 180
Abundance #20774.Cydohexane,1Jq&5{enameﬁwh,nans— e —
69.0 12.00 12.50
125.0 m/z 97.00  23.52%
- T WMN»HJWWJA&NWNAMWMWW
o\1\5‘%\;‘»“‘1\,‘»\‘\\,‘1‘??9”‘_m_ww_‘ A
m/z--> 20 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Cyclopropane, 1,1-dimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.343 4.62 ng 68181  Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 53
2 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 50
3 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 47
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 45
5 Cyclopentane, nonyl- 196 C14H28 002882-98-6 43
Abundance Scan 1541 (12.343 min): BG056600.D\data.ms (-1534) (- | m/z 69.00 100.00%
69.0
41.0 97.0 126.1 196.2 — ——
H “‘ M 1520 12.00 12.50
0! T m/z 83.00  45.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71774: Cyclopropane, 1,1-dimethyl-2-nonyl-
69.0
41.0
5000 — ——
12.00 12.50
970 m/z 70.00 35.55%
7.
0 [l H‘\ N 149'0 168'0 19?0
\‘\\\\‘\\\‘\ \\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56973: Cyclopentane, 1,2-dibutyl-
69.0
— ——
12.00 12.50
m/z 55.00 32.07%
5000 41.0
125.0
‘ 97.0 ‘
182.0
ol el Al L 1500 12T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29244: 1-Cyclohexyl-2-methyl-prop-2-en-1-one — —
41.0 69.0 12.00 12.50
m/z 41.05 27.72%
152.0
5000 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 unknownl2.678 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.678 2.21 ng 32608 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 35
2 3-Fluoro-4-(1H-imidazol-1-yl)phe... 177 C9H8FN3 190200-19-2 27
3 Ethyl 3-acetylbenzoate 192 C11H1203 1000432-00-5 14
4 5-Ethyl-3,4-dimethyl-1H-pyrano[2... 192 C1@H12N202 1000296-60-7 10
5 Damascone, .beta.- 192 C13H200 023726-91-2 10
Abundance Scan 1598 (12.677 min): BG056600.D\data.ms (-1594) (- | m/z 177.10 100.00%
123.0 1771
43.1
5000 79.0 w0 N\ M\/\/\/\
My
12. 50 13. 00
01 “ ‘H“‘H“H“‘H““ m/z 123.00 84.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66934: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1
177.0
69.0
5000 41.0 123.0 —T— —

12.50 13.00
91.0 m/z 43.10  73.29%

\J-\‘l:_)\ ?\ ‘\‘ T “ T H ‘\ \ \ T \Hih\ T H“} ‘ T ‘\‘ ‘1\\\‘ T ‘\ T ‘ u T \“ T ‘\‘ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #52243: 3-Fluoro-4-(1H-imidazol-1-yl)phenylamine
177.0

o

12.50 13.00
5000 123.0 m/z 179.10  65.00%
150.0
83.0
ol 20 T L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #66320: Ethyl 3-acetylbenzoate “W‘ e P
177.0 12.50 13.00
m/z 145.80 50.71%
5000 430 149.0
L0 1010
wy |0 |
0“‘\““\““\“““\"“\"“!““\““\““\““\‘ R N
miz--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknownl3.676 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.676 6.57 ng 146564  Acenaphthene-di0 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 38
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 38
4 Phosphetane, 1-chloro-2,2,3,4,4-... 194 C8H16ClOP 029276-11-7 30
5 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 25

Abundance Scan 1768 (13.676 min): BG056600.D\data.ms (-1762) (- | m/z 69.00 100.00%

69.0 193.1
5000
123.0

3900 e —
13.50 14.00
| ‘ \\ 1541 | \\
0! LTI R ol B | Y m/z 193.10  90.06%
miz--> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 et .
97.0 13.50 14.00

m/z 71.00  79.96%

P70 Idl h‘ 1 A “n fl |4 1820 2240 2800
mi/z--> 50 100 150 200 250
Abundance #126384: 1-Decanol, 2-hexyl-
57.0

13.50 14.00

o

5000 m/z 57.00 64.19%
97.0
P LA n!‘ Li 1‘\‘ 1390 1820 2240
m/z--> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl- T 7
57.0 13.50 14.00

m/z 55.00 61.61%

5000
97.0

2oL n‘ Li “h 1390 1820 2202520

miz--> 50 100 150 200 250 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 1H-Indene, octahydro-2,2,4,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.299 6.66 ng 148591  Acenaphthene-di0 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 72
2 3-Phenylindole 193 C14H11N 001504-16-1 47
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 40
4 Iminostilbene 193 C14H11N 000256-96-2 38
5 Acetylene, 1-(2-aminophenyl)-2-p... 193 C14H11N 1000380-73-4 38
Abundance Scan 1874 (14.299 min): BG056600.D\data.ms (-1870) (- | m/z 193.10 100.00%
1938.1
5000
69.0 123.1
95.0 e ——
41.0
163.1 2201 14.00 14.50
0" : m/z 123.05 31.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 198.0
) 123.0
41.0
5000 — —
95.0 14.00 14.50
m/z 69.00 30.89%
O T \‘\‘\ \‘i“\ T T \“‘}“\ \H‘M i M“ \‘\H\ T "1 TT i“‘]\_\S\Z\.‘O\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68065: 3-Phenylindole
198.0
—— —
14.00 14.50
5000 m/z 109.00 27.42%
165.0
0 39.0 63'0 il ??O 139'0 H‘\ n‘
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene e ——
193.0 14.00 14.50
m/z 83.00 26.86%
123.0
5000 69.0 950
‘ ‘ 151.0 ‘
0‘_“w“h,"uM‘Jh‘meluww‘hw“uu‘w“ﬂ‘w“ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 2,6-Dodecadien-1-o0l, 3,7,11... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.622 5.86 ng 130793  Acenaphthene-di0 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6-Dodecadien-1-01, 3,7,11-trim... 224 C15H280 020576-56-1 70
2 2-Ethyl-1-pyrroline 97 C6H11N 1000422-81-4 38
3 Cyclohexane, 3-ethyl-5-methyl-1-... 168 C12H24 1000151-39-5 35
4 Neral 152 C1eH160 000106-26-3 35
5 Bicyclo[2.2.2]octan-1-amine 125 C8H15N 001193-42-6 35

Abundance Scan 1929 (14.622 min): BG056600.D\data.ms (-1924) (- | m/z 69.00 100.00%
69.0

5000

F

T T
14.50 15.00
m/z 83.00 68.29%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #104546: 2,6-Dodecadien-1-ol, 3,7,11-trimethyl-, (E,E)-

3

83.0
55.0
5000 e —
14.50 15.00
. m/z 55.00 44.75%
29.0 111.0 193.0 2240 /
|50 es0
0+ “\W\‘“\\‘\‘\”‘iH‘H‘HH‘H\‘\‘\‘\H‘\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3357: 2-Ethyl-1-pyrroline
69.0
—— —
14.50 15.00
m/z 97.05 43.35%
5000 41.0 97.0
ooty
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43605: Cyclohexane, 3-ethyl-5-methyl-1-propyl- P —
69.0 14.50 15.00
m/z 41.00 40.26%
41.0
5000
970 125.0
LT e
OF el e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknownl4.663 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.663 2.25 ng 50166  Acenaphthene-die 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 27
2 N,N-Dimethyl-4-nitroso-3-(trimet... 222 C11H18N20Si 017993-84-9 18
3 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 14
4 1-(Azidomethyl)-4-fluorobenzene 151 C7H6FN3 159979-96-1 14
5 1-Cyclohexanol, 2-(3-methyl-1,3-... 208 C14H240 1000196-01-6 14
Abundance Scan 1936 (14.663 min): BG056600.D\data.ms ( 1933) (- 207.10 100.00%
123.0 or.1
95.0
5000 55.0
151.1 177.1
L, \H | b L i) wso 1500
S T 1 O YR T A 123.00  90.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85390: Naphthalene, decahydro-1,4a-dimethyl-7-(1-met
109.0
55.0 81.0
5000
14 50 15 00
m/z 109.00 77 .50%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101044: N,N-Dimethyl-4-nitroso-3-(trimethylsilyl)aniline
207.0
—r —
14.50 15.00
5000 m/z 95.08  55.77%
96.0 134.0 177.0
0/15:0 59.0 |, | L
R T T AR ARRRLS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth P ——
123.0 208.0 14.50 15.00
' m/z 55.00 50.78%
5000
410 690 -
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.704 4.34 ng 96738  Acenaphthene-d10 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 55
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 53
4 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 47
5 Silane, chlorodiethylhexyloxy- 222 C1eH23Closi 1000363-74-4 43
Abundance Scan 1943 (14.705 min): BG056600.D\data.ms (-1939) (- | m/z 193.10 100.00%
193.1
- e m
—— —
218.1 14.50 15.00
(o} m/z 69.00 49.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
14.50 15.00
m/z 97.00 42.49%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
198.0
69.0 123.0 o -
41.0 14.50 15.00
5000 95.0 ITI/Z 109.00 35.14%
o s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- e —
193.0 14.50 15.00
m/z 95.00 29.84%
5000 55.0
109.0
81.0
29.0 ‘ ‘ ‘
137.0
AN (A G YN, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.656 4.82 ng 107508  Acenaphthene-di0 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 58
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 46
3 4-Fluoro-N-4-piperidinylbenzamide 222 C12H15FN20 075484-39-8 38
4 4-Fluoro-N-(1H-tetrazol-5-yl)ben... 207 C8H6FN50 1000306-76-6 38
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 38
Abundance Scan 2105 (15.656 min): BG056600.D\data.ms (-2102) (- 123.00 100.00%
123.0
5000 2071 MWWVNWJ&WAwamwwwMM
95.0
69.0
41.0 ‘ ‘ | is‘so‘ 16.00
9.0 #
0l u““‘ cly Jh A ‘1 “M“ Hirptlher E LS <ol 207.10  46.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]Jundeca-3,5-dien-10-on
123.0
43.0
5000 179.0
2220 1550 1&00
’ m/z 109.05 38.44%
L L O E T
O \\\‘\\\\‘\\\\‘\‘\‘\\H‘H\\‘\w“\‘\‘\\“\\\\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)-
123.0
—— —
15.50 16.00
5000 m/z 95.00 36.86%
207.0
o 29.0 57.0 950/ 165.0
P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101230: 4-Fluoro-N-4-piperidinylbenzamide —— —
83.0 123.0 15.50 16.00
m/z 69.00 27.54%
5000 57.0
280
: . 16601930 2220 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.220 3.31 ng 73798  Acenaphthene-d1e 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 90
2 Azobenzene 182 C12H16N2 000103-33-3 72
3 Benzoic acid, 3,4-dimethoxy- 182 C9H1e04 000093-07-2 47
4 2-Methyl-1H-perimidine 182 C12H1eN2 005157-10-8 46
5 3,3'-Dimethylbiphenyl 182 C14Hi4 000612-75-9 46
Abundance Scan 2201 (16.220 min): BG056600.D\data.ms (-2199) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
510 —— —
"‘ 15‘1.9 H 216.3 250.1 16.00 16.50
Orvve v My bbb e D5 m/z 182,00 74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 e ey
16.00 16.50
510 m/z 77.00 71.49%
152.0
O H\‘\‘H\“H‘\\‘H\H}“HH‘\‘\H‘HH‘\\}‘\‘\\H‘HHH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56776: Azobenzene
71.0
—— —
16.00 16.50
5000 m/z 181.05 12.96%
182.0
51.0 105.0
‘ 152.0
Obrrrprrrr el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AWW
Abundance #57533: Benzoic acid, 3,4-dimethoxy- 2 — 7
182.0 16.00 16.50
m/z 51.00 12.25%
5000
0 770 1110 .0 ‘
0%ﬁﬁwuwNMN%Jwmw_JHLHJMM\HM\JHW\HW\HW\HW ilali e ‘“MWWW”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020923\
Data File : BGO56600.D

Acq On : 9 Feb 2023 16:52
Operator : CG/JU

Sample : 01508-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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|
2-Pentanone, 4-... 5.298 14.1 ng 145693 1 8.265 207136 20.0
Cyclohexane, 1,... 12.119 2.0 ng 29729 2 11.097 294840 20.0
Cyclopropane, 1... 12.343 4.6 ng 68181 2 11.097 294840 20.0
unknownl12.678 12.678 2.2 ng 32608 2 11.097 294840 20.0
unknown13.676 13.676 6.6 ng 146564 3 14.887 446134 20.0
1H-Indene, octa... 14.299 6.7 ng 148591 3 14.887 446134 20.0
2,6-Dodecadien-... 14.622 5.9 ng 130793 3 14.887 446134 20.0
unknown14.663 14.663 2.3 ng 50166 3 14.887 446134 20.0
Decahydro-1,1,4... 14.704 4.3 ng 96738 3 14.887 446134 20.0
2,11-Dioxabicyc... 15.656 4.8 ng 107508 3 14.887 446134 20.0
Benzophenone 16.220 3.3 ng 73798 3 14.887 446134 20.0
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