LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acqg On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc :

ALS Vvial : 18 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: BF131445.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.181 11 16 23 rVB 216286 285900 19.72%  1.909%
2 5.157 518 522 527 rBV 229226 210762 14.54% 1.407%
3 5.557 583 590 594 rBV 1105509 1010936 69.73% 6.751%
4 6.569 757 762 765 rBV 1212217 977293 67.41% 6.526%
5 6.775 794 797 801 rBvV2 152511 142177 9.81% 0.949%
6 6.951 824 827 831 rBV 664358 554812 38.27% 3.705%
7 7.516 920 923 926 rBV 654072 489828 33.79%  3.271%
8 8.245 1043 1047 1049 rBV 743906 659333 45.48%  4.403%
9 8.263 1049 1050 1053 rVB 222062 131952 9.10% 0.881%
10 8.957 1165 1168 1172 rVB 183359 134983 9.31% 0.901%
11  9.057 1182 1185 1188 rVB 112009 83690 5.77% ©.559%
12 9.322 1226 1230 1233 rBV 1135765 865379 59.69% 5.779%
13 9.398 1240 1243 1245 rBV 132271 115150 7.94% 0.769%
14  9.586 1272 1275 1279 rVB2 79656 101834 7.02% 0.680%
15 9.663 1285 1288 1291 rBV2 161371 168363 11.61% 1.124%
16 9.716 1294 1297 1300 rBV2 329657 328326 22.65% 2.192%
17 9.775 1304 1307 1309 rBV2 85114 117507 8.11% ©.785%
18 9.869 1320 1323 1325 rBV2 323030 342422 23.62%  2.287%
19 9.916 1329 1331 1335 rVB2 633549 548576 37.84% 3.663%
20 9.957 1335 1338 1340 rBV2 156662 194378 13.41% 1.298%

21 9.992 1340 1344 1345 rVV3 272227 363776 25.09%
22 10.010 1345 1347 1350 rVB 1006914 746131 51.47%
23 10.039 1350 1352 1356 rBV2 447982 494427 34.11%
24 10.328 1399 1401 1402 rBV 179760 143947  9.93%
25 10.345 1402 1404 1407 rVV2 299582 264243 18.23%

RO WwWhAN
w
(]
N
R

26 10.381 1408 1410 1413 rVV2 273063 259828 17.92%
27 10.422 1413 1417 1420 rBV2 851472 907112 62.57%
28 10.563 1438 1441 1444 rBV 370480 417418 28.79%
29 10.804 1479 1482 1484 rBV 730913 699599 48.26%
30 10.933 1500 1504 1506 rBV2 1351825 1449713 100.00%

AN
~N
00
~N
3R

31 11.410 1583 1585 1590 rVB 1012313 889332 61.35%
32 11.545 1606 1608 1611 rVB 1103813 876400 60.45% 5.852%
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w
]
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Sum of corrected areas: 14975527

8270-BF112122.M Fri Dec 02 12:24:23 2022 Pag 1



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 28 Nov 2022 23:41
: CG\JU
: N5752-15 2X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
BF131445.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 5
R.T. EstConc Area Relative to ISTD R.T.
2.181 10.31 ng 285900 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 40
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 16 (2.181 min): BF131445.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
87.1 \\\‘HH‘HH‘HH‘HH‘HH
‘ ‘ 2.202.302.402.502.60
Ot L1053 a3 65 48.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARANRERRRRRRRR RN RERN
43.0 2.202.302.402.502.60
~ 55.0 87.0 m/z 55.00  33.75%
mo ||
O \\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\’\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R NN EEaE SR
87.0 2.202.302.402.502.60
41.0 55.0
5000 ’ m/z 87.10 25.53%
29.0
wo |1
L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8502: 2-Methyl-5-hexen-3-ol T
73.0 2.202.302.402.502.60
- m/z 40.95 18.01%
43.0
5000
27.0
0 15'0,, R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.157 7.60 ng 210762  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 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 522 (5.157 min): BF131445.D\data.ms (-518) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 P
I 83.0 SRR e .
Ot et e e e e e m/z 59.00 57.88%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L LA B R I
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.13%
0 29\0 Ly m‘ 83\0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.02%
41.0
27.0 101.0
oH_H‘l““H“u‘m"ummﬂ?:wmwwww_ww_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester N e EERRRRRD
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.76%
5000 41.0
o A=Y 126.0 14,0
R Eam B e e s RRAARSENRY AR T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41

Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 3 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
6.775 5.13 ng 142177  1,4-Dichlorobenzene-d4 6.951
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 92
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 70

Abundance Scan 797 (6.775 min): BF131445.D\data.ms (-794) (-) m/z 105.00 100.00%

105.0
43.0
5000 120.1
71.0

‘ 6.40 6.60 6.80 7.00
m_m‘mMHMJ‘ 18 ;Muw“m‘lﬂ‘zﬁ m/z 43.85 68.12%

m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
120.0

5000 A el el
6.40 6.60 6.80 7.00

m/z 57.00 63.72%

77.0
O T T ‘2\7\.9 T “ \S\ﬁu()\“‘ ‘\‘\ T \‘H‘ T \‘\ T ““\ \‘\“‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
M M

6.40 6.60 6.80 7.00

o

5000 ITI/Z 120.10 42 .39%
120.0
77.0
T T N N Y
miz--> 20 40 60 80 100 120 140 A A A Jk
Abundance #10707: Benzene, 1,2,3-trimethyl- R T
105.0 6.40 6.60 6.80 7.00
m/z 41.00  35.35%
5000 120.0
39.0 77.0
ol 280 b W8 U e
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 16
R.T. EstConc Area Relative to ISTD R.T.
9.398 3.09 ng 115150  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 62
2 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 38
3 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 25
4 Tetradecane 198 C14H30 000629-59-4 25
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 25

Abundance Scan 1243 (9.398 min): BF131445.D\data.ms (-1240) (-) m/z 57.05 100.00%
57.0

193.2

5000 123.1

BEEREREEENEE RN
‘ 3 165.1 9.00 9.20 9.40 9.60 9.80
yuuhwu“ “\“M\“ | L‘Tﬁ‘}‘ﬁ‘rrrﬁ‘rrrﬁ‘rrrﬁ‘rm m/Z 43.05 75.4500

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

L

o

L

1938.0
123.0
5000 69.0 RERRRE RS R
9.00 9.20 9.40 9.60 9.80
m/z 41.05 75.35%
‘ ‘ 152.0
O ’\\\\‘\\\‘\‘\‘U‘\\“‘1\\‘!‘\‘\‘{\“!\\\“\\E‘\\\\“\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69404: 2,6,10-Trimethylundeca-1,3-diene
57.0
R R RRRREEE
9.00 9.20 9.40 9.60 9.80
5000 m/z 193.20 70.59%
109.0
27,0
CLULL | gsso 294
O el il
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #289315: Oxalic acid, cyclobutyl heptadecyl ester R AR A
55.0 9.00 9.20 9.40 9.60 9.80

m/z 55.05 59.15%

5000

5

85.0
2640\‘\\ \‘ u” dH \‘ \125'0 283.(

m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 Naphthalene, 1,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.586 2.73 ng 101834  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 89
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 89

Abundance Scan 1275 (9.586 min): BF131445.D\data.ms (-1272) () | m/z 156.05 100.00%
156.1

5000

N \
9.50

0 m/z 141.00  76.55%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0

5000 N
9.50

m/z 155.05 40.67%

115.0
77.0
\\\‘2\7\.\0\“\5\]‘.\'9“}\‘\”“\\\\‘\\\‘\‘\‘1‘\\‘“\\‘“‘“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 )\

95.1

o

9.50
5000 m/z 57.00 34.26%
77.0 115.0
0***?ﬂpﬂsﬁPW*“M**H\*HL\N*”W*%M*H*\H**M‘”\ ARMAAJLMJmMﬂwMJu&ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- —— ‘
156.0 9.50

m/z 55.00 18.65%

5000
115.0
270 510 760 L4l ]

0mwm_mw‘m!“_mWH_HN“M IR RRRERER ——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 Naphthalene, 1,7-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.663 4.51 ng 168363  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
Abundance Scan 1288 (9.663 min): BF131445.D\data.ms (-1285) (-) m/z 156.10 100.00%
156.1
5000
69.0
41.0 115.0 —+HL =T
‘ ‘ ‘ | 193.2 9.50 10.00
[ ———R “\“Um!‘m“ i A mis H““‘M“‘H““m“wlu m/z 141.00 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 ot U =
9.50 10.00
115.0 m/z 155.10  33.06%
270 510 ‘
O\\\‘\\\\‘\\\\‘h\‘\”““\\‘\\‘\\\\‘\“!‘\\“‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 )k
R 5
9.50 10.00
5000 m/z 69.05 32.71%
76.0 115.0
1 T S Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- P —
156.0 9.50 10.00
m/z 55.00 26.57%
5000
770 115.0
51.0 :
m/z--> 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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknown9.716 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.716 8.80 ng 328326  Acenaphthene-di@ 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
3 2,2-Dimethylpropanoic acid, 2,7-... 236 C15H2402 1000299-33-5 42
4 2H-Spiro[1l-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 42
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38

Abundance Scan 1297 (9.716 min): BF131445.D\data.ms (-1294) (-) | | m/z 193.15 100.00%
2

198
57.0
5000
83.1 123.1

0 163.1 % m/z 57.85 56.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0

5000 69.0 95.0

—
9.50 10.00
m/z 41.00 52.18%

151.0
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0

T
123.0 9.50 10.00
5000 m/z 55.00 50.93%

150.0
- 95.0 ‘
42.
1o %0 600 | 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #118690: 2,2-Dimethylpropanoic acid, 2,7-dimethyloct-7-
57.0

o

—
9.50 10.00
m/z 43.00 45.70%

5000 193.0
119.0
91.0
29.0‘ 152.0
‘ \‘\ H‘\ 236.(

o“‘_M‘w‘HJ‘W‘MWWM‘NN‘M‘wu‘uu,u“p‘ﬂw‘u‘,u“_ —— ——
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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknown9.775 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.775 3.15 ng 117507  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 42
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 42
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 40
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 27
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 25

Abundance Scan 1307 (9.775 min): BF131445.D\data.ms (-1304) (-) m/z 193.20 100.00%

198.2
109.1 141.0
5000 69.0
41.0
== —
‘ 165.1 9.50 10.00
0tk m“,w”“_mlu H“ul“““‘uMm‘ml” m/z 141.00  63.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 ot U ik
9.50 10.00
115.0 ITI/Z 109.10 61.66%
270 500, 710 1|
O\\\‘\\\\"\\“\\“}\\M\“\\\\’\\\\‘\“\‘\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
—— —
9.50 10.00
5000 m/z 156.05 56.89%
115.0
51 0
27 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33136: Naphthalene, 1,4-dimethyl- —h =
156.0 9.50 10.00
m/z 95.00 49.19%
5000
115.0
51.0 77.0
0 H‘?pr‘ﬂ‘umuW‘H‘,HJW‘W‘”HWM‘H“H‘W‘H‘ — —
m/z--> 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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 2-(2-Methyl-propenyl)-cyclo... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.869 9.18 ng 342422  Acenaphthene-die 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(2-Methyl-propenyl)-cyclohexanone 152 C10H160 065737-44-2 50
2 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 46
3 Bicyclo[2.2.1]heptan-2-one, 4,7,... 152 C10H160 010292-98-5 38
4 4-(2-Fluorophenyl)-2-methylthiazole 193 C10H8FNS 1355248-06-4 35
5 Karahanaenone 152 C10H160 1010427-29-1 35

Abundance Scan 1323 (9.869 min): BF131445.D\data.ms (-1320) (-) m/z 152.05 100.00%
1

5.1
410 691
5000
= T
9.50 10.00
0! m/z 69.10 56.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29237: 2-(2-Methyl-propenyl)-cyclohexanone
97.0 152.0
124.0
5000 410 470 — ——
9.50 10.00
m/z 41.05 54.15%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30213: 1,4-Benzenediol, 2,3,5-trimethyl-
152.0
— ——
9.50 10.00
5000 ITI/Z 55.00 53.41%
109.0
43.0 79.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #29371: Bicyclo[2.2.1]heptan-2-one, 4,7,7-trimethyl-, (1S — ——
69.0 9.50 10.00

m/z 109.10 40.23%
5000 41.0
109.0 152.0
N O W (7 v
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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknown9.916 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.916 14.70 ng 548576  Acenaphthene-d10 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 46
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 2,6-Bis-(acetamido)-pyridine 193 C9H11N302 005441-02-1 25
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
5 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 18

Abundance Scan 1331 (9.916 min): BF131445.D\data.ms (-1329) (-) m/z 193.20 100.00%

193.2
410 690 971
5000 123.1
—
“ ‘ H | ‘152.1 | 10.00
(I M b L 272 s 9.6 71.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 109.0 193.0
84.0
30.0
5000 T
10.00
135.0 m/z 55.00 70.38%
0 H“‘\“H\‘\‘ }‘ \‘ \“\”1““\‘1‘\‘1 ih\ J \H!“ \”‘!“\]\.?14\.9\ TT \“\ EERRREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
——
123.0 10.00
5000 m/z 41.05 69.77%
150.0
95.0
olirg 20 00 | L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68259: 2,6-Bis-(acetamido)-pyridine T
109.0 10.00
m/z 97.10 68.44%
5000 43.0 151.0
193.0
82.0
0"“H‘Np‘w‘Hw‘wt‘vw‘ﬂu‘“m“m“‘u“u‘u‘u“_‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknown9.957 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.957 5.21 ng 194378  Acenaphthene-di0 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11-(2,2,6-Trimethylcyclohexyl)hex... 226 C15H300 070788-30-6 49
2 Imidazolidin-2-one, 1-(2-fluorob... 208 C1@H9FN202 1010310-62-2 43
3 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 43
4 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 38

Abundance Scan 1338 (9.957 min): BF131445.D\data.ms (-1335) (-) m/z 123.10 100.00%

1238.1
55.0
5000 95.0
193.2
‘ ‘ 152.1 # 1doo
0ol i ok 183z sS.05  54.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #107169: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-ol
55.0 123.0
95.0
193.0
5000 T
10.00
m/z 95.00 49.74%
2o L L L e
O \\\‘\‘\“\\“’w‘\\“\“\‘ ‘\\‘\“‘\\w\‘ ‘\\\H‘\\‘1\‘\‘\\\“\\\‘\‘\}\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84425: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
123.0
P
10.00
m/z 41.05 47.79%
5000 95.0
208.0
42.0 180.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- ——
810 123.0 10.00
' m/z 109.10 45.08%
5000
41.0
oberrr L] .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknownl®.328 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.328 3.86 ng 143947  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 35
2 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 14
3 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 024720-09-0 11
4 Iminostilbene 193 C14H11N 000256-96-2 11
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 10

Abundance Scan 1401 (10.328 min): BF131445.D\data.ms (-1399) (- m/z 193.20 100.00%
69.0 1938.2

41.0 951

5000 123.1 1551

:

229.8
owwhm MMMHW m/z 69.05  85.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-met

41.0 69.0

‘ 10.00 10.50
|

v

5000 95.0
10.00 10.50

m/z 55.00 63.37%

207.0
178.0
| “‘h‘\\ \H L \‘u \HM 150.0 “'PY |

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

Abundance #194472: Cyclopentanecarboxylic acid, 4-tridecyl ester
41.0 69.0 97.0

o

d

10.00 10.50
5000 m/z 41.05 59.78%

182.0
‘ \M\ \‘\ Hd125 O 154 O ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66951: 2-Buten-1-one, 1-(2,6,6-trimethyl-2-cyclohexen-1 — P
69.0 10.00 10.50
m/z 95.10 54.24%

o

2

5000

123.0 192.0

0 \‘ 1L ‘9\‘\5\0\ \‘\ \1490
L B L o A ANAREEaEEEsmsssses

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

41.0

X
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 unknownl@.345 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.345 7.08 ng 264243  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 87
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 38
3 (2E)-2-Heptylidenecyclohexanone 194 C13H220 173975-69-4 35
4 Phosphinecarboxylic acid, dietho... 210 C7H1505P 001474-78-8 30
5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 25
Abundance Scan 1404 (10.345 min): BF131445.D\data.ms (-1402) (- m/z 123.10 100.00%
123.1 193.2
55.0 81.0
5000
— ——
pe ‘222 2 10.00 10.50
0 ST LY AT ] Apl e m/z 193.20 82.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 e ——
10.00 10.50
m/z 109.10 79.09%
‘ ‘ 151.0
O \\\‘\\\\‘\\\‘\’\ \\“‘1\\‘!‘\‘\“1\“‘1\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
— ——
69.0 10.00 10.50
5000 m/z 81.05 67.04%
138 0
0 18q,m»
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 55.00 65.33%
67.0
5000 41.0
194.0
ol15:0 USP c  URNNNNN B b
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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 1-(2-Hydroxyethyl)-1,2,5,5-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.381 6.96 ng 259828  Acenaphthene-die 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1010298-97-4 50
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37

5 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 32

Abundance Scan 1410 (10.381 min): BF131445.D\data.ms (-1408) (- m/z 193.20 100.00%
198.2
5000/ 411 90 123.1
95.1
— ——
‘ ‘ ‘ 157.1 10.00 10.50
oww“m‘h O M I ey e PP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121308: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-deca
193.0
41.0
69.0
5000 B —
10.00 10.50
m/z 41.10 47.82%
238.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0 _ —
41.0 10.00 10.50
5000 95.0 m/z 69.00  44.06%
obrrd b bl | sz MMMW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 10.00 10.50
m/z 81.00 39.79%
123.0
5000
150.0
95.0
ols0 #0600 |
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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 4-Fluorobenzoic acid, 4-pen... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.422 24.32 ng 907112  Acenaphthene-d1e 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 50
2 3-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02 1000280-60-2 50
3 1,3-Benzenediamine, 4-methoxy- 138 C7H1@N20 000615-05-4 47
4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO02 1000306-89-3 46
5 Cyclopropane, 1,1,2-trimethyl-3-... 138 C10H18 054764-57-7 43
Abundance Scan 1417 (10.422 min): BF131445.D\data.ms (-1413) (-] m/z 123.10 100.00%
123.1
5000 55.0
9.1 207.2
——
10.50
S “wu J“Hw”‘ ‘ ‘u‘h ‘ “151‘1177‘ A “u L2481 n/z 55.00  41.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #259870: 4-Fluorobenzoic acid, 4-pentadecyl ester
123.0
5000 41.0 ——
95.0 10.50
‘ 69.0 m/z 69.10 38.25%
210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #227124: 3-Fluorobenzoic acid, 2-tridecyl ester
123.0
——
10.50
5000 43.0 m/z 41.60  35.86%
69.0 95.0
‘ ‘ ‘ 182.0
SN 0 T Y X
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19781: 1,3-Benzenediamine, 4-methoxy- ——
123.0 10.50
m/z 109.10 34.75%
5000
95.0
150 10670 | )
OF e el pelb bbb el e e e e
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 : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 16 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.934 33.08 ng 1449710  Phenanthrene-d10 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 CléH34 055045-11-9 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 68
4 Tridecane 184 C13H28 000629-50-5 64
5 Hexadecane 226 CléH34 000544-76-3 59

Abundance Scan 1504 (10.933 min): BF131445.D\data.ms (-1500) (- m/z 57.10 100.00%

57.1
5000

—
H ‘ ‘ 113.1 183.2 11.00
[

154.1 | 213.2244.2 287 9
e b L 1541 [ 21322442 287 . 7119 68.71%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107223: Tridecane, 5-propyl-
57.0

o

5000 T
11.00
m/z 43.10 50.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
P
11.00
5000 ITI/Z 85.10 26.90%
27,0
DO L0 aeso o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 11.00
m/z 41.10 23.72%
5000 /\’JM
98.0
0 270 | 980 140 1840
e e T T T e —r
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acq On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc

ALS Vial : 18 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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.410  20.30 ng 889332  Phenanthrene-die 11.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
3 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 72
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 53
Abundance Scan 1585 (11.410 min): BF131445.D\data.ms (-1583) (-) ' m/z 57.10 100.00%
57.1
5000 Axvﬁan//Lﬂvﬂp»/wﬂwk
‘ 901 184.0 —
: 11.50
145.1 ‘
ol ‘Hu by M5 L. 2292 2663 m/z 71.10  76.23%
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 1
11.50
m/z 43.10 46.15%
99.0
05— \“‘ ”“‘ \h‘\ “‘ \“‘ T ‘]\_4%‘0\ :\1_8\‘3\0‘ T \2\3\9?\ T \2\96‘0\
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
—
11.50
5000 m/z 85.10 41.99%
99.0 183.0
ool || [0 w0 TTT s W
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo- —
57.0 11.50
m/z 41.10 24.80%
5000 M
‘ 99.0 155.0
P8Ol L4 L w0 S
m/z--> 50 100 150 200 250 300 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131445.D

Acqg On : 28 Nov 2022 23:41
Operator : CG\JU

Sample : N5752-15 2X

Misc :

ALS vial : 18 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... 2.181 10.3 ng 285900 1 6.951 554812 20.0
2-Pentanone, 4-... 5.157 7.6 ng 210762 1 6.951 554812 20.0
Benzene, 1l-ethy... 6.775 5.1 ng 142177 1 6.951 554812 20.0
Decahydro-1,1,4... 9.398 3.1 ng 115150 3 10.010 746131 20.0
Naphthalene, 1,... 9.586 2.7 ng 101834 3 10.010 746131 20.0
Naphthalene, 1,... 9.663 4.5 ng 168363 3 10.010 746131 20.0
unknown9.716 9.716 8.8 ng 328326 3 10.010 746131 20.0
unknown9.775 9.775 3.1 ng 117507 3 10.010 746131 20.0
2-(2-Methyl-pro... 9.869 9.2 ng 342422 3 10.010 746131 20.0
unknown9.916 9.916 14.7 ng 548576 3 10.010 746131 20.0
unknown9.957 9.957 5.2 ng 194378 3 10.010 746131 20.0
unknown10.328 10.328 3.9 ng 143947 3 10.010 746131 20.0
unknown10. 345 10.345 7.1 ng 264243 3 10.010 746131 20.0
1-(2-Hydroxyeth... 10.381 7.0 ng 259828 3 10.010 746131 20.0
4-Fluorobenzoic... 10.422 24.3 ng 907112 3 10.010 746131 20.0
Tridecane, 5-pr... 10.934 33.1 ng 1449710 4 11.522 876400 20.0
Heptadecane, 2,... 11.410 20.3 ng 889332 4 11.522 876400 20.0
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