LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6551.D

Acqg On i 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS Vvial : 13  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_ P\Methods\8270E-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.358 380 386 396 rVB 1944311 2855878 22.23% 4.775%
2 6.928 647 653 667 rVB 1144856 1838476 14.31% 3.074%
3 7.752 786 793 800 rVB 859620 1323047 10.30% 2.212%
4 8.910 982 990 997 rBV 2815577 4520991 35.19% 7.559%
5 9.475 1070 1086 1097 rBV2 131616 510433 3.97% 0.853%

6 10.328 1225 1231 1239 rBV 311096 492447 3.83% ©
7 10.534 1259 1266 1275 rVB 1109788 1857711 14.46%  3.106%
8 12.193 1540 1548 1560 rBV 356008 649697 5.06% 1
9 13.010 1679 1687 1692 rBV 5997753 8876927 69.10% 14.842%
10 13.057 1692 1695 1700 rVB2 98549 138100 1.07%
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N
w
=
R

11 13.987 1848 1853 1858 rBV 106784 200017 1.56%
12 14.381 1914 1920 1928 rBV 1582128 2338390 18.20%
13 15.045 2029 2033 2037 rVB 352412 422637 3.29%
14 15.328 2076 2081 2085 rBV 176882 266357 2.07%
15 15.875 2168 2174 2184 rVB 4919417 6901253 53.72% 11.

P OOWO
N
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16 16.133 2214 2218 2223 rVB5 90104 154469 1.20%
17 16.533 2282 2286 2296 rBv4 87594 207422 1.61%
18 16.651 2302 2306 2317 rVB 463220 722547 5.62%

OhPhRrRLROO
N
[
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R

19 17.133 2383 2388 2394 rVB 1805915 2521305 19.63% 216%
20 17.628 2468 2472 2481 rBV2 121960 254750 1.98% 426%
21 17.816 2501 2504 2508 rVB4 125694 167042 1.30% ©.279%
22 18.045 2537 2543 2551 rBV 1167382 1658284 12.91% 2.773%
23 19.280 2749 2753 2761 rBV 692975 908232 7.07% 1.519%

24 19.710 2821 2826 2831 rBV 10798801 12846960 100.00% 21.480%
25 20.957 3034 3038 3044 rBV 403638 494813 3.85% ©.827%

26 21.227 3080 3084 3092 rVB2 2154194 2781757 21.65% 4.651%
27 22.892 3363 3367 3377 rVB2 563509 922950  7.18% 1.543%
28 23.557 3473 3480 3491 rVB 1566068 2975765 23.16% 4.975%

Sum of corrected areas: 59808657
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Aug 2021 22:12
: CG/JU
: M3297-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
BP006551.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP006551.D\data.ms

8.910
5.358
6.928 7.752 10.534

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP0O06551.D\data.ms

19.y10

13.010

12.193
i 13.987

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006551.D\data.ms

21.227
23.557

20.957 22992

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 4-Piperidinone, 2,2,6,6-tet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.475 5.50 ng 510433 Naphthalene-d8 10.534

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Piperidinone, 2,2,6,6-tetramet... 155 C9H17NO 000826-36-8 95
2 4-Cyclopentene-1,3-dione, 4-meth... 140 C7H803 007180-62-3 43
3 Acetonitrile, (dimethylamino)- 84 C4H8N2 000926-64-7 38
4 2,4(1H,3H)-Pyrimidinedione, 1,3-... 140 C6H8N202 000874-14-6 35
5 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 32

Abundance Scan 1086 (9.475 min): BP006551.D\data.ms (-1070) (-) m/z 83.00 100.00%
3.0

o

5000
AR RREE S R
H ‘i ‘ 141.0 206.9 9.20 9.40 9.60 9.80
Obrrddadd Lu Lo 205 29513550 42894900547, /7 140.05  80.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32781: 4-Piperidinone, 2,2,6,6-tetramethyl-
140.0
42.0
5000 LB L B B R B
9.20 9.40 9.60 9.80
‘ m/z 41.95 65.82%
O‘\‘\I!HHL{‘\\”‘\\\“\ ‘l\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21138: 4-Cyclopentene-1,3-dione, 4-methoxy-5-methyl-

N

140.0
o B ARREEEEEE SR e
9.20 9.40 9.60 9.80
5000 ITI/Z 58.05 60.29%
55.0
O‘H\\‘l“'}‘”\l\‘\i“\h\‘\ R R AEE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1541: Acetonitrile, (dimethylamino)- R S ARRRENENENLES S
83.0 9.20 9.40 9.60 9.80
m/z 83.95 31.56%
B MJ\M
0‘HLWﬂuH‘H‘w‘H‘,H‘W‘H‘_“W‘H‘M“W‘H‘_‘H“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.328 5.30 ng 492447 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 50

Abundance Scan 1231 (10.328 min): BP0O06551.D\data.ms (-1225) (-  m/z 57.05 100.00%

57.0 ‘
5000

‘“1320 10.00 10.50
Ol 25" 2082 294.6355.1414.8475.25360  pyz 44.95  90.31%

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
1000 1050

m/z 41.00 37.52%

Oilid’ulqzoww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1000 1050
5000 ITI/Z 75.00 22.69%
OMJ‘\Jfggoww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10089: Ethylene glycol monoisobutyl ether — Py
57.0 10.00 10.50

m/z 87.05 14.62%

0 \‘l“ u‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-Butenoic acid, 2-propenyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.193 6.99 ng 649697 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 53
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 40
3 Crotonic anhydride 154 C8H1003 000623-68-7 38
4 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 33
5 Oxazole 69 C3H3NO 000288-42-6 9

Abundance Scan 1548 (12.193 min): BP0O06551.D\data.ms (-1540) (-  m/z 69.00 100.00%
69.0

5000

>

— ;
‘ " 153.9 ‘ 12.00 12.50
| || .9 221.1281.1 356.0 429.0488.9547.. m/z 41.00  24.74%

‘\\\‘\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester

o

-

69.0
5000 = S
12.00 12.50
m/z 39.00 20.86%
ol 1| 1410 2100
‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
—— —
12.00 12.50
5000 m/z 87.00 15.76%
omw e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31847: Crotonic anhydride —= =
69.0 12.00 12.50
m/z 103.00 14.11%
5000
0 \ 127.0
R R e R KRR R RS RARRR ERRRRRRREAE P =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 unknownl5.045 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.045 3.61 ng 422637  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 38
2 4-Methyl-2-heptene 112 C8H16 003404-56-6 38
3 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 27
4 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 27
5 1-Octene, 3,3-dimethyl- 140 C1oH20 074511-51-6 27

Abundance Scan 2033 (15.045 min): BP0O06551.D\data.ms (-2029) (-  m/z 69.10 100.00%
1

g9
167.1
5000

T T \
15.00

0l ‘“‘ ! M "\ | 280.93410 42884875547 ., s57.1p  97.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7610: 2-Heptene, 4-methyl-, (E)-
69.0
5000 — T |
15.00
m/z 55.00 77.92%
O‘\\h\‘\.‘l‘\J1\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7529: 4-Methyl-2-heptene
69.0
RN \
15.00
5000 ITI/Z 41.10 74.11%
o“'l'l,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7585: 2-Hexene, 2,5-dimethyl- —
69.0 15.00
m/z 167.10  71.88%
5000
ol o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 benzenamine, 2-(methylsulfo... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.328 2.28 ng 266357  Acenaphthene-die 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 benzenamine, 2-(methylsulfonyl)- 171 C7H9NO2S 1000404-60-9 94
2 Methanesulfanilide 171 C7HONO2S 001197-22-4 86
3 4-Aminophenyl methyl sufhone 171 C7H9INO2S 005470-49-5 78
4 2-(Difluoromethylsulfonyl)aniline 207 C7H7F2N02S 024906-75-0 72
5 Carbamic acid, (methylsulfonyl)p... 243 C1@H13NO4S 1000327-62-9 64

Abundance Scan 2081 (15.328 min): BP006551.D\data.ms (-2076) (-  m/z 92.00 100.00%
92.0

171.0
5000
== P
l ’ { ‘ ‘ 15.00 15.50
Ol bdd b do 2809 35594191 489.1549. /7 171 00 74.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46729: benzenamine, 2-(methylsulfonyl)-
92.0 171.0
5000 = =

15.00 15.50
m/z 65.00 73.77%

27| |

O‘\\\\’\ !\‘H\\‘\l‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46712: Methanesulfanilide
92.0
— —
15.00 15.50
m/z 108.00 37.31%
5000 171.0
L5.0\ |
0 et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46716: 4-Aminophenyl methyl sufhone i —
92.0 15.00 15.50
156.0 ITI/Z 155.90 25.62%
ol 34 J"\‘L‘\‘H\\\J\"Hi\\‘\\\\‘HH‘HH‘\H\‘HH‘HH‘HH‘\ o O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 unknownl6.651 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.651 5.73 ng 722547  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
2 (E)-2-Methylbut-2-en-1-yl methac... 154 C9H1402 088142-95-4 45
3 Pentanoic acid, 2-hydroxy-4-meth... 160 C8H1603 010348-47-7 38
4 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
5 2,3"'-Bifuran, 2,2',3',5- tetr‘ahydr‘o 138 C8H1002 098869-93-3 33

Abundance Scan 2306 (16.651 min): BPO06551.D\data.ms (-2302) (-  m/z 69.00 100.00%
69.0

%

5000
m ’ 155. 02 3 16.50 17.00
obrd Ll 02131 261.03401 414047345392 1. 4116 17.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 — ——
16.50 17.00
‘ ‘ m/z 87.00 14.22%
O‘\\J\‘\l“ﬂ\ “\l\‘\J\H‘HH‘H\\‘HH‘HH‘H\\‘H\\‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #32180: (E)-2-Methylbut-2-en-1-yl methacrylate
69.0

.

16.50 17.00
5000 m/z 43.00 12.15%

Al 154.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36727: Pentanoic acid, 2-hydroxy-4-methyl-, ethyl ester
69.0 16.50 17.00

o

-

m/z 39.00 11.53%

- MwwﬂywﬂwuwAwwvwawwwx
o”“””fm“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.628 2.02 ng 254750  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 98
2 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 70
3 3-Cyclohexen-1-one, 2,2,4-trimet... 250 C15H2203 1000197-90-2 68
4 2,4,6(1H,3H,5H)-Pyrimidinetrione... 250 C13H18N203 000726-79-4 59
5 3-tert-Butylbenzoic acid, TMS 250 C14H2202Si 1000507-56-6 59

Abundance Scan 2472 (17.628 min): BP006551.D\data.ms (-2468) (- m/z 235.10 100.00%

2361
5000
— —
‘ H 175.1 { ‘ 17.50 18.00
bbbt ah dhi bl o || 292.9354.9 429.2491.6549. /7 797,05  24.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydrc

C

235.0
5000 —— —
17.50 18.00
57.0 m/z 91.00 16.75%
11501750\
O ‘ TT ‘\ l\L f‘ll \h\ h\| ““}"\A\‘ 1‘ ‘ \‘\l\ \‘ ‘ T \ TT 1 TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #135891: 4-tert-Butyl-2,6-dimethylphenol, trimethylsilyl et

235.0
[ [ -
17.50 18.00
5000 m/z 236.10 15.84%
73.0
L50\J L gLl 163.0

o

et e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135828: 3-Cyclohexen-1-one, 2,2,4-trimethyl-3-[2-(2-me :
235.0 17.50 18.00
m/z 57.05 15.77%

—

87.0

5000

UJﬂu%hMmuMu e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

.

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.045 13.15 ng 1658280  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2543 (18.045 min): BP0O06551.D\data.ms (-2537) (- m/z 73.00 100.00%

73.0
5000
T [
“H L 2132 18.00
0l H‘W_HnHu"27‘9‘?”?’?‘?‘941‘4?“‘742"5““?‘ m/z 60.00 77.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — :
129.0 18.00
m/z 43.05 72.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T \
18.00
5000 ITI/Z 41.05 61.09%
‘ 143.0 242.0
o Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid —— ‘
73.0 18.00
m/z 57.10 60.35%
5000
185.0
- ‘M‘M‘MJH_H‘_HwH_Wwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 9 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.280 6.53 ng 908232 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2753 (19.280 min): BP006551.D\data.ms (-2749) (-  m/z 73.00 100.00%

73.0
5000
— —
‘ ’ \ ‘ 84.3 19.00 19.50
0l H"‘J‘Mww\ Lot | 356.9415.9475.0 5385/, 43,05  77.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 U AU
185.0 19.00 19.50
H m/z 60.00 76.79%
Of' \’\I‘IM‘\MT‘\\\\\\“\‘\L\H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— =
19.00 19.50
5000 ITI/Z 57.05 67 .80%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P ——
3.0 19.00 19.50
m/z 55.00 65.80%
5000 284.0
‘ 129.0
o Ml P30 L srao S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 10 1-Tetracosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.957 3.56 ng 494813 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3038 (20.957 min): BP006551.D\data.ms (-3034) (-  m/z 83.05 100.00%

21.00
1.1 207.0 2810 :
ol “‘\‘k‘ﬁw«mHwmm“3?"5“1“““2‘9“1”?9"&2‘“‘ m/z 57.10  98.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
aL1.0
5000 T
21.00
m/z 43.10 90.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
—
21.00
5000 ITI/Z 69.05 88.25%
H 125.0
o‘mm_‘MM‘n‘.‘le?-e‘?ﬁ?aca,m‘,m‘_m_ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol —
97.0 21.00
m/z 55.00 86.70%
029-{“?»"..23602%03?40 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6551.D

Acqg On : 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 11 unknown22.892 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.892 6.20 ng 922950 Perylene-di2 23.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine, 2-allylamino-4,6... 306 C14H22N602 332409-13-9 42
2 Schizozygine 336 C20H20N203 002047-63-4 25
3 4-(Tert.-butyldimethylsilyl)oxy-... 306 C16H2204Si 1000454-70-3 25
4 Benzene, 1,4-bis(3-methylindol-2... 336 C24H20N2 164936-89-4 25
5 5H-1,5,7,9a-Tetraazafluorene-6,8... 306 C17H14N402 1000310-72-9 15

Abundance Scan 3367 (22.892 min): BP006551.D\data.ms (-3363) (-  m/z 279.10 100.00%
279.1

138.0
5000 68.0

— -
337.1 22.50 23.00

HIHAML“JMMN’“|‘lm39994899549- m/z 306.10  87.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206336: 1,3,5-Triazine, 2-allylamino-4,6-bis(4-morpholyl

o

306.0
41.0 221.
5000 — -
22.50 23.00
} ‘ 138.0 m/z 261.10 76.23%
O‘\\\‘Jf’\f!“\ MJIJWI}\‘LMJ “1“!““1\%1\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #243911: Schizozygine
336.0
i e
22.50 23.00
5000 ITI/Z 336.15 74.31%
174.0
77.0
o"“‘WuM»wwLdeJJ‘_‘“pﬂﬂ%ﬂ“‘w““‘u““‘w““‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206594: 4-(Tert.-butyldimethylsilyl)oxy-6-methoxycoume — R
249.0 22.50 23.00

m/z 249.05 60.70%

5000

73.0

135.0 307.0
OLSO\HL|Mm\HM t | Ll

- —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6551.D

Acqg On 1 06 Aug 2021 22:12
Operator : CG/JU

Sample : M3297-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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|
4-Piperidinone,... 9.475 5.5 ng 510433 2 10.534 1857710 20.0
Ethanol, 2-(2-b... 10.328 5.3 ng 492447 2 10.534 1857710 20.0
2-Butenoic acid... 12.193 7.9 ng 649697 2 10.534 1857710 20.0
unknown15.045 15.045 3.6 ng 422637 3 14.381 2338390 20.0
benzenamine, 2-... 15.328 2.3 ng 266357 3 14.381 2338390 20.0
unknownl6.651 16.651 5.7 ng 722547 4 17.133 2521310 20.0
Benzoic acid, 3... 17.628 2.0 ng 254750 4 17.133 2521310 20.0
n-Hexadecanoic ... 18.045 13.2 ng 1658280 4 17.133 2521310 20.0
Octadecanoic acid 19.280 6.5 ng 908232 5 21.233 2781760 20.0
1-Tetracosene 20.957 3.6 ng 494813 5 21.233 2781760 20.0
unknown22.892 22.892 6.2 ng 922950 6 23.557 2975770 20.0

8270E-BP080321.M Mon Aug 09 13:26:13 2021
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