LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acqg On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc :

ALS Vvial : 16 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131443.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.269 23 31 38 rvB 318231 441499 13.23% 1.803%
2 2.381 44 50 59 rVB 69800 96062 2.88% 0.392%
3 5.181 521 526 535 rVB 679197 852568 25.55%  3.482%
4 5.575 587 593 596 rBV 2942348 3125978 93.69% 12.767%
5 6.575 757 763 766 rBV 2826482 3090649 92.63% 12.623%
6 6.951 823 827 830 rVB 938648 747499 22.40%  3.053%
7 7.522 919 924 927 rBV 2007127 1985056 59.49% 8.107%
8 8.239 1042 1046 1050 rBV 1094457 904246 27.10%  3.693%
9 9.322 1225 1230 1233 rBV 3758939 3336523 100.00% 13.627%
10 9.398 1239 1243 1246 rBV 117214 126671 3.80% 0.517%
11  9.651 1284 1286 1293 rVB4 35750 56012 1.68% 0.229%
12 9.710 1293 1296 1300 rBV2 340326 285430 8.55% 1.166%
13 9.769 1303 1306 1309 rBV 127446 114407 3.43% 0.467%
14  9.816 1312 1314 1317 rVB3 81929 66843 2.00% 0.273%
15 9.869 1320 1323 1325 rBV2 253965 232083 6.96% 0.948%
16 9.916 1328 1331 1334 rVB 407844 345618 10.36% 412%

17 9.957 1334 1338 1340 rBV 118791 150776  4.52%
18 10.010 1340 1347 1350 rVB 1042286 1036497 31.07%
19 10.039 1350 1352 1356 rBvV2 201543 249630  7.48%
20 10.328 1398 1401 1402 rBV2 103165 109821 3.29%

ORr pMOR
N
w
w
N

21 10.345 1402 1404 1406 rVV 208879 171265 5.13%
22 10.380 1407 1410 1412 rVV2 154303 163648 4.90%
23 10.416 1413 1416 1419 rVB2 408314 346679 10.39%
24 10.469 1423 1425 1430 rVB5 166521 221798  6.65%
25 10.728 1466 1469 1471 rBV 483792 399393 11.97%

RPOR OO
N
=
[9)]
3R

26 10.804 1478 1482 1485 rBV 1652337 1600358 47.96%
27 10.922 1499 1502 1505 rBV 643151 656662 19.68%
28 11.398 1580 1583 1589 rVB 549967 618434 18.54%
29 11.510 1599 1602 1604 rBV 938259 857308 25.69%
30 11.533 1604 1606 1611 rVB 583007 569216 17.06%

NWNDNO
Ul
N
(o)
R

31 13.116 1873 1875 1879 rVB 1677241 1525908 45.73% 6.232%

Sum of corrected areas: 24484537
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131443.D\data.ms

5000000
4000000

3000000 5.575 6.575

2000000 1522

1000000 6.951

5.181
2.269
2.381

0 T L
\\T\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF131443.D\data.ms
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Abundance TIC: BF131443.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.269 11.81 ng 441499  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 31 (2.269 min): BF131443.D\data.ms (-23) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.0
““““““““
‘ Lgo 220 240 2.60
O 222 e m/z 43.00 44.39%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
220 240 2.60
43.0

87.0 m/z 55.00 32.81%

290
'?0!!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 260

o

5000 41.0 55.0 m/z 87.05 27.46%
27.0
0 ‘ ‘ ‘\ | | ‘ | L | 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- I Eaman i e
73.0 220 240 260

m/z 41.00 14.23%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37

Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2 Propane, 1,1-dimethoxy- Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
2.381 2.57 ng 96062  1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 12
3 2,2'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 10
4 1-Propene-1-thiol 74 C3He6S 000925-89-3 10
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
Abundance  Scan 50 (2.381 min): BF131443.D\data.ms (-44) (-) m/z 75.00 100.00%
75.0
5000 45.0
AR R
103.0 220 2.40 2.60 2.80
0 bl e M/z 73.00 71.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 \‘\\\\/\‘\\\\‘\\\\‘\\
220 240 2.60 2.80
‘ m/z 44.95 49.59%
03"9’103.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92152: 2,5-Diethoxy-3-methyl-3-vinylhexane
73.0
RN R TS
220 2.40 2.60 2.80
45.0 o
5000 m/z 41.00 30.93%
0 o) 1080 1390 214.0
R L RN NS R R R T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25209: 2,2'-Bi-1,3-dioxolane e e e
73.0 220 2.40 2.60 2.80
m/z 46.95 28.91%
5000 450
0 199 1010 146.0
T AL R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80

8270-BF112122.M Fri Dec 02 12:23:02 2022

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.181 22.81 ng 852568 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 526 (5.181 min): BF131443.D\data.ms (-521) (-) m/z 43.00 100.00%
43.0
59.0
5000
lol.o \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
83.0 4.80 5.00 5.20 5.40 5.60
Ol 709 25T m/z 59.e8  59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N B R R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.00  16.94%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“u{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00  15.55%
29.
‘ ‘ 87.0
b 220 L WLl me
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.64%
5000
41.0 101.0
U= YUY .U NUOR PR | G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60

8270-BF112122.M Fri Dec 02 12:23:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 4 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.398 2.44 ng 126671  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 35
3 Benzenamine, 2-[(tetrahydro-2-fu... 193 C11H15NO2 1000327-46-2 27
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
5 Toxoflavin 193 C7H7N502 000084-82-2 25

Abundance Scan 1243 (9.398 min): BF131443.D\data.ms (-1239) (-) m/z 57.10 100.00%

57.1
193.2
5000 95.0 1231
Ramas A RARE
‘ ‘ 151.0 9.00 9.20 9.40 9.60 9.80
0“H,M‘¢uﬁ _whuﬂuwu‘uh‘wuu“‘ﬂk‘wh‘ m/z 193.20 81.47%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 EERRRRENEE N
9.00 9.20 9.40 9.60 9.80
m/z 43.05 75.11%
151.0
O,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan
57.0
Ramas e A R
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 65.23%
|
Ol ,HH_‘wm“Mm‘wH_m_m_m
m/z--> 40 80 100 120 140 160 180 200
Abundance #67890.Benzenanune,Z{GenahydN}Z—hwanybmethoxﬂ AR
43.0 109.0 9.00 9.20 9.40 9.60 9.80
m/z 55.00 55.58%
5000
il T AﬂﬂvwwwuwﬂwAﬁJMKﬁmW
OWJM,TB“MGZO
m/z--> 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown9.710 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.710 5.51 ng 285430  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 35
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 32

Abundance Scan 1296 (9.710 min): BF131443.D\data.ms (-1293) () | m/z 193.20 100.00%

198.2
5000 410 690
950 1231

I
| - 9.50 10.00
el “Mw!“‘ﬁl‘um‘u“w“_‘u“m‘ m/z 69.05 51.37%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0

5000 69.0 950 —
9.50 10.00

m/z 41.00 46.86%

151.0
o .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0

T
123.0 9.50 10.00
5000 m/z 55.00 46.06%

150.0
2o 95.0 ‘
42.
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, —— —
1

o

o

93.0 9.50 10.00

42.0 m/z 83.18  41.47%
5000
T Awﬂjvvwﬁﬂﬂjmﬂkmfwkm
108.0
158.0
0 %??H"WH:W_Mu‘_‘MM‘l‘w%?%?‘u“‘uw‘u‘h_“‘ — —
miz--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown9.769 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.769 2.21 ng 114407  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 30
2 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 16
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 015358-88-0 10
4 3,3-Dimethylpyrrolidin-2-one 113 C6H11NO 004831-43-0 10
5 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 10

Abundance Scan 1306 (9.769 min): BF131443.D\data.ms (-1303) (-) m/z 55.00 100.00%

55.0
5000 193.2
113.0

83.1

—
137.1 9.50 10.00

165.1
: 2181 n/z 193.15  47.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85248: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl-
55.0
950 165.0

5000 e LAV
9.50 10.00

29.0 m/z 113.00  33.51%

123 0
Lg 200
\‘\\\\’\\H‘U‘\M\\‘i‘l\‘\‘l"\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41551: 3,7-Decadiene, 2,9-dimethyl-
55.0
Ny

o o
9.50 10.00
5000 m/z 41.10 28.44%

83.0
29.0 110.0
O L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #29423: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a —— ——

o

o

o

55.0 9.50 10.00
83.0 m/z 109.10 27.08%
5000
‘ ‘ 110.0 152.0
me;u‘:“w“‘“h”“mu,‘“‘M“‘m‘W!‘WHWHWHW — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown9.869 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.869 4.48 ng 232083  Acenaphthene-die 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
2 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H160 002506-61-8 38
3 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 38
4 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
5 7-Tetradecanol 214 C14H300 003981-79-1 18

Abundance Scan 1323 (9.869 min): BF131443.D\data.ms (-1320) (-) m/z 69.10 100.00%

41.0 | 69.1
5000
— —r
H 2041 9.50 10.00 ;
bl m/z 55.05  99.24%
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 — ——
9.50 10.00
m/z 41.00 92.82%
‘ ‘ 151.0
O \\\’\\\\‘\\\‘\‘\ \\“’1\\‘l‘\‘\‘{\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #29434: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyl
410 69.0 950

S

“ T
9.50 10.00

5000 152.0 m/z 109.10 77.53%
123.0
0 N 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29345: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimeth P ——
109.0 9.50 10.00
m/z 83.10 71.97%
81.0
5000 41.0 152.0
020 ‘ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown9.916 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.916 6.67 ng 345618  Acenaphthene-di@ 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 35
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 25
3 Hexahydro-1-oxa-cyclopropa[d]ind... 152 C9H1202 037643-23-5 22
4 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 22
5 2-Phenylindolizine 193 C14H11N 025379-20-8 14

Abundance Scan 1331 (9.916 min): BF131443.D\data.ms (-1328) () | m/z 193.20 100.00%
198.2

69.0
41.0 109.1
5000
137.1 Wi
10.00
165.1
ol _:Hw!”“‘mmwww??ﬁ? m/z 69.05 67.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19519: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-

53.0 95.0
27.0
5000 R
10.00
123.0 m/z 55.00 58.86%
O \‘\‘H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
—
67.0 10.00
5000/ 410 m/z 109.10  57.49%
TSR O S S A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
—

Abundance  #30254: Hexahydro-1-oxa-cyclopropa[d]inden-2-one
97.0 10.00
m/z 97.10 57.27%

5000 67.0 123.0

410 152.0

c

o
miz—> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF112122.M Fri Dec 02 12:23:07 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown9.957 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.957 2.91 ng 150776  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 38
2 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 38
3 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 35
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 35
5 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18 1000154-28-6 27
Abundance Scan 1338 (9.957 min): BF131443.D\data.ms (-1334) (-) m/z 123.10 100.00%
1238.1
55.0 95.1
5000
193.2
—
‘ ‘ 152.1 ‘ 10.00
Ol ey el ML ol 1 422020 s 55 00 59.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19562: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.alf
55.0 95.0
5000 R
123.0 10.00
' m/z 95.10 58.07%
O' ‘\“\“\\“1\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20143: Ethanone, 1-(4-fluorophenyl)-
128.0
——
95.0 10.00
5000 m/z 109.10 45 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19500: 1,4-Hexadiene, 2,3,4,5-tetramethyl- —
123.0 10.00
m/z 81.05 42.73%
81.0
5000
55.0
o _
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF112122.M Fri Dec 02 12:23:07 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknownl®.328 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.328 2.12 ng 109821  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 35
2 1H-Pyrazole, 3,5-bis(1,1-dimethy... 208 C13H24N2 125281-21-2 27
3 3-tert-Butylphenol, O-methoxycar... 208 C12H1603 1000487-38-0 22
4 Benzo[4,5]imidazo[1,2-a]pyridine... 193 C12H7N3 1000316-77-1 14

5 3-((2R,5S)-7-(Cyclohexylsulfonyl... 340 C17H28N203S 1000483-82-6 14

Abundance Scan 1401 (10.328 min): BF131443.D\data.ms (-1398) (-) | m/z 193.20 100.00%
198.2

3

41.0 69.0
5000 971 1231
155.1 00 10.50
. 2222 10.00 10.50
0! m/z 41.05 60.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
193.0
5000 — ——
165.0 1000 1050
97.0 m/z 69.00 58.84%
700, | 139.0 |
0 H\‘HH‘\\‘H“H‘\‘\‘HM\}‘\H‘\‘\\H“HH“UH}‘HH‘H‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

%

Abundance #85174: 1H-Pyrazole, 3,5-bis(1,1-dimethylethyl)-4-ethyl-
193.0

“ T
10.00 10.50

5000 m/z 55.00 52.97%
137.0
166.0
0 2?.0‘ 51.0 83w.0 “10‘9'0 ‘ Ll w‘ Il L il
S R R R R T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84792: 3-tert-Butylphenol, O-methoxycarbonyl- — ——
193.0 10.00 10.50
m/z 97.10 49.36%
5000 149.0
91.0 121.0
59.0 ‘
=D P W Y R W —————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.345 3.30 ng 171265  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 50
2 o-Isobutyranisidide 193 C11H15NO02 071182-38-2 38
3 (2E)-2-Heptylidenecyclohexanone 194 C13H220 173975-69-4 35
4 (1Ar-(laalpha,4abeta,8as(*)))-4a... 222 C13H1803 1000242-02-8 30
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 25
Abundance Scan 1404 (10.345 min): BF131443.D\data.ms (-1402) (- m/z 193.20 100.00%
55.1 123.1 193.2
81.0
5000
— —
149.1
‘ H ‘ ‘ ‘ ‘ ‘ 2929 10.00 10.50
0’ bl e LA B Tm/z 55018 98.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphth
123.0
69.0 95.0 207.0
5000 — ——
10.00 10.50
‘ 151.0 ‘ m/z 123.10  98.57%
O H\‘H\\‘\H\’\\H‘H‘\‘!“\HH‘ \\\“\\‘1\‘\\\\‘\H\‘\!H‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67723: o-Isobutyranisidide
123.0
— ——
10.00 10.50
5000 m/z 41.00 88.31%
43.
3.0 193.0
80.0
A= N O . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69270: (2E)-2-Heptylidenecyclohexanone — —
137.0 10.00 10.50
111.0 m/z 109.10 87.88%
67.0
5000 41.0
194.0
0159 USP c  NRNNEN B DO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.381 3.16 ng 163648  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 53
2 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 32
3 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 27
4 Propiophenone, 3'-(trimethylsilo... 222 C12H1802Si 033342-88-0 27
5 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 27
Abundance Scan 1410 (10.380 min): BF131443.D\data.ms (-1407) (-} m/z 193.15 100.00%
193.2
- o T M/\M
[ L —
171 10.00 10.50
(o} m/z 69.05 50.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 T ]
109.0 10.00 10.50
290 810 m/z 123.10  47.44%
137 0
O ‘ \‘” T \“ T \‘\“ \‘\ T \H‘\ ‘ \“\‘\ T “\ T \‘\“ T \‘\176‘\3\0\\ ‘ TT \‘\ ‘ T \\2\2‘2\.\()\\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine
193.0
— ——
69.0
109.0 10.00 10.50
5000 ITI/Z 109.10 45 .67%
30.0
L e
0 _‘u‘w‘mmww,w\!_wlul‘?f‘f",” SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85485: Trisiloxane, 1,1,3,3,5,5-hexamethyl- — —
193.0 10.00 10.50
m/z 55.00 44.91%
73.0
5000 M
133.0
o0 L0 e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Cyclohexene, 1,5,5-trimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.416 6.69 ng 346679  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 53
2 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 38
3 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 38
4 2-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000278-98-2 38
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 38
Abundance Scan 1416 (10.416 min): BF131443.D\data.ms (-1413) (-} m/z 123.10 100.00%
123.1
5000 69.1 W
41.0 207.2
——
10.50
170.1 247.1
0 WWH‘M‘:‘ - ‘H“‘_uuWm_www‘uwm_u m/z 69.10  43.41%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #54906: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
128.0
43.0
5000 ide
95.0 :
‘ 165.0 m/z 55.00 42.03%
O H\‘HH W\“\“” \“\‘M\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #55519: 2-Amino-4-acetamino anisole
128.0
——
10.50
5000 m/z 109.10 40.55%
180.0
43.0 95.0
o150 L lasto
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)- —
123.0 10.50
m/z 81.05 37.25%
5000
207.0
o 29.0 570 950 165.0 ‘
A e e NN e R A e aan e A T
m/z--> 20 40 60 80 100120140 160180 200220240260 10.50

8270-BF112122.M Fri Dec 02 12:23:10 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl®.469 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.469 4.28 ng 221798  Acenaphthene-die 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Octadiene, 2,2,4,5,7,7-hexam... 194 C14H26 ©55712-52-2 18
2 4-(2-Thiazolylazo)resorcinol 221 C9H7N302S 002246-46-0 14
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 11
4 Isoquinoline, 1,2,3,4-tetrahydro... 161 C11H15N 014429-09-5 11

5 (S)-4-Chloro-N-(3-o0x0-3-((1,2,3,... 356 C20H21CIN202  2029049-58-7 10

Abundance Scan 1425 (10.469 min): BF131443.D\data.ms (-1423) (- m/z 137.05 100.00%
137.1
55.0 109.1
5000 81.0 193.2
222.2 ——
65.1 10.50
0! m/z 55.00 76.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69422: 3,5-Octadiene, 2,2,4,5,7,7-hexamethyl-, (E,Z)-
137.0
57.0
5000 T
10.50
29.0 95.0 m/z 109.10 75.93%
‘ ‘ ‘ 194.0
0l \‘\ T \‘1 T \M\ T ‘1“1“‘\“‘\‘\ \H‘“‘\ \‘i‘ 1“ \Hi‘ T \“‘H\ T \‘1“ T \‘\1\6‘?)\.(\)\ T T [EREERRRRRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100663: 4-(2-Thiazolylazo)resorcinol
109.0 221.0
——
10.50
81.0 193.0 .
5000 ITI/Z 146.00 74.67%
137.0
53.0
27.0 ‘ 165.0
Ol bl bl o b i b e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25024: Benzene, 2-ethenyl-1,3,5-trimethyl- ——
146.0 10.50
m/z 41.05 51.94%
- WM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 15 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.727 7.71 ng 399393  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H1eN2 000103-33-3 59
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 49
5 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 47

Abundance Scan 1469 (10.728 min): BF131443.D\data.ms (-1466) (- m/z 105.00 100.00%
1

05.0
77.0
182.1
5000
51.0

152.1 .
Ol e e 22 2925 msz 77,00 66.10%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7o 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.10  57.38%
A R A 1520
O’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-

770 105.0
—— 1
10.50 11.00
5000 182.0 m/z 51.00 26.83%
51.0
- I \ 1500 |
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene T —
71.0 10.50 11.00

m/z 49.95 8.42%

182.0
5000
51.0 105.0
‘ ‘ 152.0
0 | I I

T TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF112122.M Fri Dec 02 12:23:14 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: 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 16 Pentadecane, 2,6,10-trimethyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
10.922 15.32 ng 656662  Phenanthrene-di10 11.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 87
3 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 87
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86

5 Decane, 2-methyl- 156 C11H24 006975-98-0 76

Abundance Scan 1502 (10.922 min): BF131443.D\data.ms (-1499) (- m/z 57.10 100.00%
57.1

C

5000
P
‘ H ‘ 113. 147118‘3'1 11.00
b b ol Ll 287, |122032582 3810 07110 63.68%
miz--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T 7
11.00
m/z 43.10 54.09%
99.0
04 L‘\ ‘\‘ "‘\ “\‘ \“ \%4}‘0\ %8\‘3\0‘ T \2\3\99\ LI B B

miz--> 50 100 150 200 250 300

s

Abundance #107223: Tridecane, 5-propyl-
57.0
—
11.00
5000 ITI/Z 85.10 24 .58%
112.0
oh Ll TT0 10 0
m/z--> 50 100 150 200 250 300
Abundance #90194: Tridecane, 3-ethyl- T
43.0 11.00
m/z 41.10 23.53%
5000
85.0
183.0
Liyl, o |
ol d M bl o ——
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acq On : 28 Nov 2022 22:37

Operator : CG\JU

Sample : N5752-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 17 Tridecane Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
11.398 14.43 ng 618434  Phenanthrene-di10 11.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 81

Abundance Scan 1583 (11.398 min): BF131443.D\data.ms (-1580) (- m/z 57.10 100.00%
57.1
5000 ﬂMJMAwV/\AMJﬂWMNﬂAﬂV
1lbd il%d
451 1832 . .
ob— ‘H L “ o, 22022631 m/z 71.18 69.11%
miz--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
5000 — —
11.00 11.50
m/z 43.10 45.43%
O T z\q‘\\o‘\“ ‘ H‘\ ‘1‘ 99’0 T ]\-4\]- P\ \]-8\4\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P P
11.00 11.50
5000 m/z 85.10 41.67%
99.0
0 ‘\\ “‘\ Jl \‘ i \14?-0 183.0 239.0 296.(
— “‘ e
m/z--> 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 11.00 11.50
m/z 41.10 24.39%
5000 M
113.0
183.0
o26 Ay 2530 — —
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131443.D

Acqg On : 28 Nov 2022 22:37
Operator : CG\JU

Sample : N5752-13

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.269 11.8 ng 441499 1 6.951 747499 20.0
Propane, 1,1-di... 2.381 2.6 ng 96062 1 6.951 747499 20.0
2-Pentanone, 4-... 5.181 22.8 ng 852568 1 6.951 747499 20.0
Decahydro-1,1,4.. 9.398 2.4 ng 126671 3 10.010 1036500 20.0
unknown9.710 9.710 5.5 ng 285430 3 10.010 1036500 20.0
unknown9.769 9.769 2.2 ng 114407 3 10.010 1036500 20.0
unknown9.869 9.869 4.5 ng 232083 3 10.010 1036500 20.0
unknown9.916 9.916 6.7 ng 345618 3 10.010 1036500 20.0
unknown9.957 9.957 2.9 ng 150776 3 10.010 1036500 20.0
unknown10.328 10.328 2.1 ng 109821 3 10.010 1036500 20.0
Decahydro-8a-et... 10.345 3.3 ng 171265 3 10.010 1036500 20.0
2-Pentanone, 4-... 10.381 3.2 ng 163648 3 10.010 1036500 20.0
Cyclohexene, 1,... 10.416 6.7 ng 346679 3 10.010 1036500 20.0
unknown10.469 10.469 4.3 ng 221798 3 10.010 1036500 20.0
Benzophenone 10.727 7.7 ng 399393 3 10.010 1036500 20.0
Pentadecane, 2,.. 10.922 15.3 ng 656662 4 11.510 857308 20.0
Tridecane 11.398 14.4 ng 618434 4 11.510 857308 20.0
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