LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS Vvial : 14 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125637.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 15 22 30 rVB 1367332 1755765 35.34% 5.197%
2 4.504 401 411 418 rBV 611165 663399 13.35% 1.964%
3 5.116 505 515 522 rBV 218808 269626 5.43% 0.798%
4 5.504 576 581 585 rBV 3451158 3612421 72.71% 10.692%
5 6.504 746 751 754 rBV 3538088 3757328 75.62% 11.121%

6 6.886 812 816 819 rBV 1598487 1248079 25.12% 3

7 7.445 905 911 0914 rBV 2654526 2450225 49.32%  7.252%

8 8.063 1013 1016 1024 rBV 129422 108431 2.18% ©

9 8.169 1029 1034 1037 rBV 1909685 1749590 35.21% 5
9.245 1211 1217 1220 rBV 5383402 4968412 100.00% 14.705%

11  9.922 1328 1332 1335 rBV 2562430 1948007 39.21% 5
12 10.704 1461 1465 1469 rBV 2539853 2266024 45.61% 6
13 11.180 1543 1546 1550 rVB 128997 99742 2.01% 0.295%
14 11.404 1580 1584 1587 rBV 2169510 1762264 35.47% 5
15 12.992 1849 1854 1857 rBV 3985524 3640992 73.28% 1@.

16 13.851 1996 2000 2002 rBV 180911 143187 2.88%
17 13.886 2002 2006 2009 rBV2 62022 87245 1.76%
18 14.039 2027 2032 2036 rBV 1324761 1130181 22.75%

[CRCHRNECE]
w
N
U
R

19 14.180 2052 2056 2059 rBV 153978 137610 2.77% 407%
20 14.215 2059 2062 2065 rVV 246965 222475 4.48% 658%
21 14.245 2065 2067 2069 rVvV 85542 67681 1.36% 200%
22 14.268 2069 2071 2075 rVB 94555 75347 1.52% 223%

23 15.515 2278 2283 2287 rBV 1029893 1221981 24.60%
24 16.245 2403 2407 2414 rVB4 72874 132409 2.67%

OO Woeoe
(9]
=
~N
S

25 16.686 2478 2482 2488 rVB3 105513 187573 3.78% 555%
26 17.280 2579 2583 2590 rVB7 44560 80301 1.62% ©0.238%
Sum of corrected areas: 33786295
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092421\
BF125637.D

: 24 Sep 2021 23:56

Ju/CaG

. M3916-04

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.216  28.14 ng 1755770  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 22 (2.216 min): BF125637.D\data.ms (-15) (-) m/z 73.10 100.00%
73.1
5000 J\
43.0

87'1 T ‘ T T T T ‘ T T T T ‘ T

91 ‘ 2.20 2.40 2.60
el 2 m/z 43.05  33.56%

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

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 L L L B B B B B
220 240 260
43.0 o
‘ 87.0 m/z 87.10  25.02%
29.0 L
\‘H\”“HH“‘f‘\‘f\‘\f\‘?‘-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 -
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.10 24.82%
il
bbbl 1120 200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A e S
73.0 220 240 260
m/z 71.10  11.25%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e 7
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.504 10.63 ng 663399 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 411 (4.504 min): BF125637.D\data.ms (-401) (-) m/z 83.10 100.00%
3.1
55.1
5000 430 981
AR AR RREE
‘ . 4.20 4.40 4.60 4.80
ety 87O L w/z s5.18 82.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L B R A LR R |
98.0 4.20 4.40 4.60 4.80
15.0 m/z 98.10 37.66%
’.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
AR R RRE
4.20 4.40 4.60 4.80
5000 43.0 m/z 43.00 32.82%
290 98.0
SN | Y~ X N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- R e N ERn
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 21.83%
5000 41.0 98.0
27.0 69.0
aso W e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.116 4.32 ng 269626 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 515 (5.116 min): BF125637.D\data.ms (-505) (-) m/z 43.00 100.00%

43.0
59.1
5000
Toohshom
1 | 83.0 : : . . 9
SN P s TS m/z 59.18  59.72%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR B
4.80 5.00 5.20 5.40
59.0 m/z 101.1@  23.56%
70 || w0 0
\\\\‘\\\\‘1\\{‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R R RRREEEEEEEE
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 17.87%
101.0
\\1\5‘;?\‘1“\ \“‘\ b \8‘3\'0\\ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EARRmEESSSE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41.0
S (R LI A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Cyclohexane, 1,3,5-triphenyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.851 2.53 ng 143187 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 83
2 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 43
3 Carbonic acid, monoamide, N-benz... 207 C12H17N0O2 1000451-48-5 27
4 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 25
5 DL-Phenylalanine, N-glycyl- 222 C11H14N203 000721-66-4 22

Abundance Scan 2000 (13.851 min): BF125637.D\data.ms (-1996) (1  m/z 90.95 100.00%
91.0
5000
— —
c10 42901651 20‘7-1 13.50 14.00
2R L ER0es L L8123 s 117,08 26.37%
miz--> 50 100 150 200 250 300
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 — ‘ A
13.50 14.00
m/z 207.05 14.42%
207.0
510 , |, $2901670 | | 2540 8120
T T ‘ T T ‘ T T ‘ L T ‘ T T T ‘ L L ‘ T L T
miz--> 50 100 150 200 250 300
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0 129.0
= — T
13.50 14.00
5000 m/z 194.10 11.14%
207.0
SN S
miz--> 50 100 150 200 250 300
Abundance #83896: Carbonic acid, monoamide, N-benzyl-N-propyl-, b —
91.0 13.50 14.00
m/z 92.00 8.69%
5000 178.0
570 | 1m0 f\ ths
A P e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1H-Indole, 5-methyl-2-phenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.180 2.44 ng 137610 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 60
2 7-Methyl -2-phenyl-1H-indole 207 C15H13N 059541-82-1 58
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 55
4 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 53
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 50

Abundance Scan 2056 (14.180 min): BF125637.D\data.ms (-2052) (1  m/z 91.00 100.00%

91.0
207.1
129.1
5000
‘ N

— —
178.1 14.00 14.50

H‘_‘H‘H‘W‘Huy“w‘m‘_‘u‘u‘wﬁuﬂymkpﬂ‘w‘u‘ m/z 207.05  79.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84030: 1H-Indole, 5-methyl-2-phenyl-
207.0

5000
1400 1450
m/z 129.05 72.10%
104.0
[ 128015901709
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84023: 7-Methyl -2-phenyl-1H-indole
207.0
| L E—
14.00 14.50
5000 m/z 206.10 32.39%
o 103.0
51.0 ‘ ‘ 178.0
SO A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl- . — —
207.0 14.00 14.50
m/z 105.05 18.25%

165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1H-Indole, 2-methyl-3-phenyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.215 3.94 ng 222475 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 50
2 2-(4-Methylphenyl)-1H-indole 207 C15H13N 855577-25-8 42
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 41
4 7-Methyl -2-phenyl-1H-indole 207 C15H13N 059541-82-1 35
5 1-benzylindole 207 C15H13N 1000334-31-3 27

Abundance Scan 2062 (14.215 min): BF125637.D\data.ms (-2059) (1  m/z 91.00 100.00%
91.0
129.0 207.1
5000 ﬂhk
—_— e
510 ‘ 178.1 14.00 14.50
e Qbbb b b 28z 129,00 71.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 DU e
14.00 14.50
130.0 m/z 207.0 67.41%
00 e T |
Il I | I
\H‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0
1400 1450
5000 m/z 206.10 26.79%
89.0 178.0
ooyt et e b
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl- L L
207.0 14.00 14.50
m/z 105.0 19.38%
5000
165.0
270 630 1030 %
R e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl6.245 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.245 2.7 ng 132409 Perylene-di2 15.515

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30

2 .beta.-iso-Methyl ionone 206 C14H220
3 Damascone, .beta.- 192 C13H200
4 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220

5 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200

Abundance Scan 2407 (16.245 min): BF125637.D\data.ms (-2403) (-]

051306-43-5 45
1000285-40-2 38
023726-91-2 27
1000195-40-9 27
035044-68-9 25

m/z 191.10 100.00%

191.1
81.0
5000 123.1
P e
39 ‘ 261.1 383.4 16.00 16.50
b e b m/z 81.05 56.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #66073: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluoroy
191.0
109.0
5000 — —
16.00 16.50
57.0 m/z 95.85 54.10%
‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
e e
16.00 16.50
5000280 m/Z 177.10 51.34%
135.0
=l
m/z--> 50 100 150 200 250 300 350 400
Abundance #66857: Damascone, .beta.- —— ——
177.0 16.00 16.50
m/z 123.10 41.47%
5000 123.0
69.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF092421.M Mon Sep 27 08:08:57 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl6.686 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.686 3.07 ng 187573 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 40
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 38
3 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 35
4 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9H9N3S 090349-87-4 35
Abundance Scan 2482 (16.686 min): BF125637.D\data.ms (-2478) (1  m/z 191.10 100.00%
191.1
5000 95.1
37.1 — —
byl L et e 397: U io ana
_ \‘W‘\MMH u\“n\uhu‘ﬂ by “‘\‘\“‘H““““““‘ m/z 95.10 42.42%
miz--> 50 100 150 200 250 300 350
Abundance #270196: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 —r ——
43.0 16.50 17.00
m/z 81.10 32.82%
135.0 360.0
T \U “H\ ‘\‘ “”h“ ‘} \H\‘\ “ T \‘\‘ ‘ T \2‘6\4\9:3\()‘4.\(\)\ T ‘ 1‘ .\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance #82837: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-
191.0
—— —
16.50 17.00
m/z 192.15 23.87%
5000{ 43, /
123.0
gy
miz--> 50 100 150 200 250 300 350
Abundance #82822: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohe» ; mm‘ — {M‘/W“
191.0 16.50 17.00
m/z 123.10 23.81%
5000
41.0
107.078%9
Il Ll I Il

m/z--> 50 100 150 200 250 300 350 16 50 17 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125637.D

Acqg On : 24 Sep 2021 23:56
Operator : JU/CG

Sample : M3916-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.216 28.1 ng 1755770 1 6.886 1248080 20.0
3-Hexen-2-one 4.504 10.6 ng 663399 1 6.886 1248080 20.0
2-Pentanone, 4-... 5.116 4.3 ng 269626 1 6.886 1248080 20.0
Cyclohexane, 1,... 13.851 2.5 ng 143187 5 14.039 1130180 20.0
1H-Indole, 5-me... 14.180 2.4 ng 137610 5 14.039 1130180 20.0
1H-Indole, 2-me... 14.215 3.9 ng 222475 5 14.039 1130180 20.0
unknown16.245 16.245 2.2 ng 132409 6 15.515 1221980 20.0
unknownl16.686 16.686 3.1 ng 187573 6 15.515 1221980 20.0
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