LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

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_P\METHODS\8270-BP101920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3733.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.264 55 64 74 rBV3 172288 358124 4.83% 0.968%
2 3.352 74 79 86 rvwW 619545 785955 10.59% 2.125%
3 5.063 347 370 396 rVB7 53473 375415 5.06% 1.015%
4 6.022 527 533 541 rVB 898259 1386974 18.69% 3.751%
5 7.669 803 813 824 rBV2 540143 1150855 15.51% @ 3.112%

6 8.528 953 959 965 rWW 428261 680185 9.17%  1.839%
7 8.599 966 971 976 rVB2 69255 122285 1.65% ©.331%
8 9.693 1149 1157 1163 rBV 1533295 2545434 34.30%  6.884%
9 10.334 1259 1266 1279 rVB3 87191 285843 3.85% 0.773%
10 11.369 1436 1442 1453 rBV 577496 1015163 13.68% 2.745%
11 11.522 1461 1468 1474 rVB3 137293 266477 3.59% ©0.721%
12 12.087 1559 1564 1571 rBv4 100426 202304 2.73% 0.547%
13 12.169 1572 1578 1582 rBV7 90869 225106 3.03% 0.609%
14 12.345 1602 1608 1612 rBV2 151865 299751 4.04% 0.811%
15 12.481 1626 1631 1637 rVB5 192938 384209 5.18% 1.039%
16 12.545 1637 1642 1651 rBV3 221896 482324 6.50% 1.304%
17 12.616 1651 1654 1659 rVB 118219 163441 2.20%  0.442%
18 12.892 1697 1701 1703 rBv4 74813 117027 1.58% ©.316%
19 12.940 1704 1709 1720 rVB 239197 552062 7.44%  1.493%
20 13.028 1720 1724 1725 rBV2 107721 144354  1.95%  0.390%
21 13.e51 1725 1728 1732 rVB 158141 232827 3.14% ©.630%

22 13.281 1763 1767 1772 rBV2 173267 274481 3.70% 0.742%
23 13.751 1841 1847 1854 rBV 3699472 5415077 72.97% 14.644%
24 14.157 1912 1916 1923 rBV3 169402 344999 4.65% ©.933%

25 14.539 1977 1981 1987 rVB 572317 834686 11.25% 2.257%
26 15.075 2069 2072 2075 rBV 136573 183478 2.47%  0.496%
27 15.128 2076 2081 2090 rVB 894645 1412232 19.03%  3.819%
28 15.439 2130 2134 2143 rVB4 496143 931699 12.56% 2.520%

29 16.604 2326 2332 2337 rBV 2538224 3823515 51.52% 10.340%
30 17.845 2540 2543 2550 rVB 1054065 1442615 19.44%  3.901%

31 20.321 2960 2964 2969 rVB 6389341 7420749 100.00% 20.068%
32 21.868 3225 3227 3235 rVB 1159724 1540358 20.76% 4.166%
33 24.457 3662 3667 3676 rVB2 742411 1578334 21.27% 4.268%

Sum of corrected areas: 36978338
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP003733.D\data.ms

le+07
8000000
6000000
4000000

2000000 9.693

3.352 6.022 7669 8,528 11,369
8599

3.264 5.063 10.334 ii1.52:

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP003733.D\data.ms

20.2
le+07

8000000

6000000

4000000

2000000

O e T e T T

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP003733.D\data.ms

le+07
8000000
6000000
21.868

4000000

2000000 24,457

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00 2450 25.00 25.50 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\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.352 23.11 ng 785955  1,4-Dichlorobenzene-d4 8.528

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 79 (3.352 min): BP003733.D\data.ms (-74) (-) m/z 73.05 100.00%

73.0
5000

NS & N —

N 3.00 3.20 3.40 3.60
135.9 208.3 281.1340.8 420.6480.6 543.£

Al 2509 2085 201.1340.0 42004800838 m/z 43.e0  31.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 e T T
3.00 3.20 3.40 3.60

m/z 87.10  27.57%

A
‘\H\‘W\H‘HH‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550 [k

o

o

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

T T T T
3.00 3.20 3.40 3.60

5000 m/z 55.05 22.71%
OHMJ‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy T T T
73.0 3.00 3.20 3.40 3.60

m/z 71.05 11.14%

5000 J\m
OLSQMJ 147.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Crotonic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.063 11.04 ng 375415 1,4-Dichlorobenzene-d4 8.528

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotonic acid 86 C4H602 003724-65-0 91
2 Isocrotonic acid 86 C4H602 000503-64-0 90
3 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 90
4 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 87
5 Furan 68 C4H40 000110-00-9 64
Abundance Scan 370 (5.063 min): BP003733.D\data.ms (-347) (-) m/z 85.95 100.00%
86.0
 RAREEEaE Rt S
” 4.80 5.00 5.20 5.40
ob-Mibii] 1430 209.1267.0330.1 4010 483.2542.C /7 39.00 80.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1653: Crotonic acid
86.0
5000 L B R B L L R
4.80 5.00 5.20 5.40
L m/z 41.10 63.02%
O\\“l\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #1663: Isocrotonic acid
86.0
 EAEmmaEE s
4.80 5.00 5.20 5.40
5000 m/z 68.00 54.10%
R7.
Oum“\““}m""‘W""‘H""‘WH‘HHWHWH‘HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1668: 2-Butenoic acid, (E)- T T
86.0 4.80 5.00 5.20 5.40
m/z 69.00 42.38%
5000
b7 L
0 “\ u

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown8.599 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

8599 3.60ng 122285  1,4-Dichlorobenzene-da  8.528

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004
2 Oxalic acid, cyclohexyl decyl ester 312 C18H3204
3 2-Octen-4-one, 2-methyl- 140 C9H160

4 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404
5 Oxalic acid, cyclohexyl tetradec... 368 C22H4004

Abundance Scan 971 (8.599 min): BP0O03733.D\data.ms (-966) (-)

1000309-31-1 38
1000309-31-2 38
019860-71-0 33
1000309-31-3 28
1000309-31-5 28

m/z 83.05 100.00%

83.0
5000
B RARSamMasL RS
“ ‘ \ 8.20 8.40 8.60 8.80 9.00
obidil ] [ 1682 2507 3408 414.9 8086 ./, 43.00 47.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142799: Oxalic acid, cyclohexyl nonyl ester
83.0
5000 I L L B R
8.20 8.40 8.60 8.80 9.00
m/z 55.00 41.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154561: Oxalic acid, cyclohexyl decyl ester
83.0
e
8.20 8.40 8.60 8.80 9.00
5000 m/z 56.10 30.95%
0 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18702: 2-Octen-4-one, 2-methyl- e R RAAAEamaS SR
83.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 26.80%
h u&}\/AVA/AMMMWAJ\WW
ob Ll 1| 1400
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4-Piperidinone, 2,2,6,6-tet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.334 5.63 ng 285843 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Piperidinone, 2,2,6,6-tetramet... 155 C9H17NO 000826-36-8 64
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 47
3 Acetonitrile, (dimethylamino)- 84 C4H8N2 000926-64-7 46
4 4-Cyclopentene-1,3-dione, 4-meth... 140 C7H803 007180-62-3 46
5 2,4(1H,3H)-Pyrimidinedione, 1,3-... 140 C6H8N202 000874-14-6 43

Abundance Scan 1266 (10.334 min): BP003733.D\data.ms (-1259) (- m/z 83.00 100.00%
83.0

»

5000
— —r—
l ‘ 141.1 10.00 10.50
o ddillly] 2079 28333474 4402 5191 146 05 o1.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28170: 4-Piperidinone, 2,2,6,6-tetramethyl-
83.0
5000 - ot
10.00 10.50
m/z 42.05 60.72%
} ’ 141.0
O‘\\‘\‘\“\‘}H\‘\‘”‘\‘\h\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
— ——
10.00 10.50
5000 m/z 58.85 55.18%
ol me
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1361: Acetonitrile, (dimethylamino)- P —
83.0 10.00 10.50
m/z 55.00 36.63%
O‘Hmuﬂm‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownll.522 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.522 5.25 ng 266477 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 25
2 1,2-Dimethylcyclopropanecarboxyl... 114 C6H1002 1000191-14-6 25
3 2-Cyclopropylcarbonyloxytetradecane 282 C18H3402 060128-40-7 22
4 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 22
5 2-Propenamide, N,N-diethyl-2-met... 141 C8H15NO 005441-99-6 22

Abundance Scan 1468 (11.522 min): BP003733.D\data.ms (-1461) (- m/z 69.05 100.00%

69.0
5000 41.0
T I
Wi 2o ARSI
ol Ml L 207.2266.6 3768 4551 8432 ./, 55,00  81.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7275: 2-Pentenoic acid, 2-methyl-, (E)-
41.0
5000 114.0 T T

11.50
m/z 96.00 56.87%

0 ““‘. “?“n[.\.n [

!\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7307: 1,2-Dimethylcyclopropanecarboxylic acid
41.0

T T \
11.50

5000 m/z 41.10 56.66%
114.0

0\**‘Jf H\‘”"‘\‘“*“w‘*Hv*Hw*HwHH\*Hw”w”w””w”w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129378: 2-Cyclopropylcarbonyloxytetradecane — ‘
69.0 11.50

m/z 95.10 50.43%

5000

{10 190

0 L —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl2.087 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.087 3.99 ng 202304 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 46
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 43
3 2,9-Dimethyl-5-decyne 166 C12H22 019550-56-2 38
4 1-Adamantanol 152 C10H160 000768-95-6 38
5 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 38

Abundance Scan1564(12087num BP003733.D\data.ms (-1559) (-~ m/z 95.05 100.00%

9I:
5000 M
T I
“ 5 12.00
o3 W£p2:9213.3 260.9339.1401.3 47925409 /5 97,19  54.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6031 Bicyclo[3.1.0]hexane, 1,5-dimethyl-
9:
5000 — :
12.00
‘J m/z 69.05 49.99%
O‘\\\‘\l’l‘\\u\‘\“‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
P ‘
12.00
5000 ITI/Z 55.00 49.06%

27.
| m L

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

Abundance #35172: 2,9-Dimethyl-5-decyne
95.0 12.00

m/z 41.00 42.44%
“ ”5 h [ 165.0

o_‘H,mWJ"ﬁm_m‘w‘w‘w_m_mww —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

o

L

5000

s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl12.169 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.169 4.43 ng 225106 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 35
2 Benzeneacetic acid 136 C8H802 000103-82-2 25
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 25
4 2-Phenylethylsilane 136 C8H12Si 018292-22-3 16
5 Formic acid, phenylmethyl ester 136 C8H802 000104-57-4 14

Abundance Scan 1578 (12.169 min): BP003733.D\data.ms (-1572) (- m/z 91.00 100.00%
91.0

2

5000
— —
F‘ 0.1 2808 12.00 12.50
0 Ly 209.1 260.8343.04056 4892549 n/z 107.10  48.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16290: Benzoic acid, 3-methyl-
91.0
5000 — —
12.00 12.50
’ m/z 69.05 46.82%
O‘\\\\“l\‘“\l\"\‘\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16280: Benzeneacetic acid
91.0
— —
12.00 12.50
5000 m/z 136.00  44.95%
o_an«\"w‘HH_H‘,mww‘w‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16285: Benzoic acid, 4-methyl- — —
91.0 12.00 12.50
m/z 41.10 42.92%
994
0‘JMMMMJﬁHJW‘H‘M‘H‘H‘wu‘W‘H‘M‘H‘H‘W‘H‘M e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270-BP101920.M Mon Oct 26 14:14:57 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzene, 2-fluoro-1-methyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.345 5.91 ng 299751 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-fluoro-1-methyl-4-nitro- 155 C7H6FNO2 001427-07-2 62
2 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 43
3 6,7-Dihydro-5H-benzo[1,2,5]oxadi... 261 C13H12FN302 1000300-92-8 38
4 Bicyclo[2.2.1]heptane-2-carboxal... 138 C9H140 015780-36-6 38
5 1,1-Dimethyl-1-silacyclo-2,4-hex... 124 C7H12Si 052023-18-4 38

Abundance Scan 1608 (12.345 min): BP003733.D\data.ms (-1602) (- m/z 109.10 100.00%
109.1

F

5000
41.
— —r
i‘ul ”J 701 280.6340.9 405.3  488.8548. 12.00 12:50
O AL 7 EOE DO S e ey m/z  55.1@  37.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27993: Benzene, 2-fluoro-1-methyl-4-nitro-
109.0
5000 — e
12.00 12.50
m/z 83.05 37.61%
39.
O‘\\‘!H!ml\““\‘“’“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20051: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
— —r
12.00 12.50
5000 m/z 137.00 37.02%
41.0
OJJH'M' N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #111323: 6,7-Dihydro-5H-benzo[1,2,5]oxadiazol-4-one o- . ——
109.0 12.00 12.50

m/z 41.10 33.35%

5000

E

390 261.0
0 U pdupa] Lo L

— —
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\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl12.481 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.481 7.57 ng 384209 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H10N2 001072-91-9 35
2 1-[3-Aminopropyl]-2[1H]-pyridone 152 C8H12N20 102675-58-1 27
3 2-Butenoic acid, butyl ester 142 C8H1402 007299-91-4 22
4 1-Methylimidazole-4-carboxaldehyde 110 C5H6N20 017289-26-8 22
5 n-Butyl methacrylate 142 C8H1402 000097-88-1 22

Abundance Scan 1631 (12.481 min): BP003733.D\data.ms (-1626) (- m/z 69.05 100.00%
69.0

L

5000
152.1
—r
il
ol MMl oy 2411 32153849 4710 5394 /7 119 95  96.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5739: 1H-Pyrazole, 1,3,5-trimethyl-
109.0
5000 T
150 1250
m/z 109.10 80.43%
O‘\\m‘\l“lil\llf{Jf" \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25760: 1-[3-Aminopropyl]-2[1H]-pyridone
109.0
—r
12.50
5000 a ITI/Z 41.10 71.54%
oH fQNWfLﬁA/XﬂAAIARAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19705: 2-Butenoic acid, butyl ester T
41.0 12.50
m/z 87.00 54.48%
h Amww/&fvv\/\ﬂwxdww\rj\
O“mhﬁ H%g“_‘H‘H‘w“u‘u‘w‘u“u‘w‘u‘_“w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanone, 1-(2,4-dimethylph... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.545 9.50 ng 482324 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 94
2 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 93
3 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 93
4 1-(2,3-Dimethylphenyl)ethanone 148 C10H120 002142-71-4 90
5 3-Isopropylbenzaldehyde 148 C10H120 034246-57-6 90

Abundance Scan 1642 (12.545 min): BP003733.D\data.ms (-1637) (- m/z 133.00 100.00%
138.0

o

5000
=TT
43‘L-0 { ‘ | 12.50
O bilahpdl )l |, 2078 2811 3582 4495 549 17 105.05  74.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22705: Ethanone, 1-(2,4-dimethylphenyl)-
133.0
5000 —5 :
12.50
m/z 148.05 38.16%
43.0 ‘
O‘\\HL‘W“\‘“\‘\‘\“J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22701: Ethanone, 1-(3,4-dimethylphenyl)-
138.0 j
T T
12.50
5000 ITI/Z 77 .00 25.82%
390‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22696: Ethanone, 1-(2,5-dimethylphenyl)- —— ‘
138.0 12.50
m/z 79.05 18.76%
5000
51.0‘
OM‘WWWMMMH‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 2-Propyl-4-methylthiazole Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.616 3.22 ng 163441 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-4-methylthiazole 141 C7H11INS 052414-87-6 53
2 Heptanoic acid, anhydride 242 C14H2603 000626-27-7 32
3 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 32
4 2-Cyclohexylethyl ethylphosphono... 222 C10H20FO02P 1000298-47-5 28
5 3,5-Heptanedione, 2,6-dimethyl- 156 C9H1602 018362-64-6 25

Abundance Scan 1654 (12.616 min): BP003733.D\data.ms (-1651) (-  m/z 113.10 100.00%
118.1

-

5000
41
— —
“ ‘ - 12.50 13.00
ol Mibbial 11821 28313411 4291 4975 .7 141.05 53.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18971: 2-Propyl-4-methylthiazole
113.0
45.0
5000 T T
12.50 13.00
m/z 57.10  44.86%
O \\“\Il“ml\‘ \}\‘f\\‘\f\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95655: Heptanoic acid, anhydride
118.0
— —
12.50 13.00
5000 ITI/Z 41.10 27.56%

A1

o
5
w
o

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6850: Pyrazole, 3-nitro- T —
113.0 12.50 13.00
m/z 55.00 18.12%
5000
40.0
o —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 unknownl12.892 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.892 2.31 ng 117027 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 46
2 2,4-Hexadiene, 3,4-dimethyl-, (E... 110 C8H14 002417-88-1 46
3 2-Hexanoylfuran 166 C10H1402 014360-50-0 43
4 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 43
5 5-Hepten-2-0l, 6-methyl- 128 C8H160 001569-60-4 38

Abundance Scan 1701 (12.892 min): BP003733.D\data.ms (-1697) (- m/z 95.10 100.00%

T MMW/\/\
5000
— ——
166.1 12.50 13.00
0 bl Lo 2686 340.0 4279 5049  m/z 110.05  57.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5859: 4,4-Dimethyl-2-cyclopenten-1-one
95.0
5000 — —
12.50 13.00
m/z 111.10 56.32%
27.
O ‘\\Lfliw\“\‘w\‘*\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6033: 2,4-Hexadiene, 3,4-dimethyl-, (E,Z)-
95.0
— ——
270 12.50 13.00
5000 m/z 69.10 51.92%
0 ““MM A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34778: 2-Hexanoylfuran “ T
110.0 12.50 13.00
m/z 55.10 44.31%
50001 390 \/\/MM/\
0 W“J‘H‘M‘ N — - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 2-Butenoic acid, 2-propenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.940 10.88 ng 552062 Naphthalene-d8 11.369
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 38
3 Cyclopropanecarboxylic acid, pen... 150 C9H1002 1000299-37-5 38
4 2-Propenoic acid, 2-methyl-, eth... 112 C6H802 004245-37-8 28
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 28

Abundance Scan 1709 (12.940 min): BP003733.D\data.ms (-1704) (- m/z 69.00 100.00%
69.0

5000

=

13.00
H 132.1 .
Ll p072 a1 sw1assasiss o oaiee 22.0u%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester

o

-

69.0
5000 RN
13.00
m/z 39.10 20.12%
Oh‘”il \‘\‘\]\-ﬁ.\;l-‘.(\)\\2\]‘-(\)\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7242: Ethyl cyclopropanecarboxylate
69.0
—
13.00
5000 m/z 102.95 18.65%
omM B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #24542: Cyclopropanecarboxylic acid, pent-2-en-4-ynyl e 1
69.0 13.00

m/z 87.00 17.41%

5000

2

‘ 150.0
O‘m‘l\"u‘lu‘\\u‘uu‘uu‘uu‘\\u‘\m‘\m‘\m‘uu‘\ “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 1-Cyclohexyl-2-methyl-prop-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.028 2.84 ng 144354 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 89
2 Cyclopropane, 1,1-dimethyl-2-(1-... 124 C9H16 074779-84-3 45
3 (R)-(+)-Citronellic acid 170 C10H1802 018951-85-4 38
4 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10OH160 000471-15-8 38
5 6-Octenoic acid, 3,7-dimethyl- 170 C10H1802 000502-47-6 38

Abundance Scan 1724 (13.028 min): BP003733.D\data.ms (-1720) (- m/z 83.10 100.00%
1

5000

55.1 T \
’ 13.00
0l .| 2140 28093389 4152 486.2549. ./, 55 10 99.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
69.0

152.0

5000 - :
13.00

m/z 41.05 98.83%

0“w\h‘mﬂ\ﬂ

\\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10728: Cyclopropane, 1,1-dimethyl-2-(1-methyl-2-prope

41.0
T \
13.00
5000 m/z 109.00 98.62%
1l
o“‘t f ¢"lu“‘“w‘““H““‘H““‘_““‘H““‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37934: (R)-(+)-Citronellic acid
69.0 13 00

m/z 69.00 97.43%

5000
170.0
uhmhﬁrm. | |

O A Wb e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 Phthalic anhydride Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.051 4.59 ng 232827 Naphthalene-d8 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 94
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Indan-1,2,3-trione 160 C9H403 000938-24-9 83
4 Phthalic acid, monoethyl ester 194 C1eH1e04 002306-33-4 72
5 1H-Isoindole-1,3(2H)-dione, 2-(2... 201 C11H7NO3 004616-63-1 64

Abundance Scan 1728 (13.051 min): BP003733.D\data.ms (-1725) (- m/z 104.00 100.00%
104.0

5000
T T
a7, ‘ ) 13.00
Ol b d [ 162.1221.4260.9342.0400.8_ 4778 542.0  n/; 76.00  78.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23154: Phthalic anhydride
104.0
5000 — ‘
13.00
m/z 50.00 31.62%
38.
O‘\\l\“\‘1\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35571: 1,2-Benzenedicarboxylic acid
104.0
U I
18.0 13.00
5000 ITI/Z 74 .00 19.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31445: Indan-1,2,3-trione T ‘
104.0 13.00
m/z 75.00 10.83%
5000
38.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00

8270-BP101920.M Mon Oct 26 14:15:03 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 unknown13.281 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.281 3.89 ng 274481  Acenaphthene-die 15.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 38
2 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 35
3 Phenol, 3-amino- 109 C6H7NO 000591-27-5 35
4 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 35
5 3,4-Pyridinediamine 109 C5H7N3 000054-96-6 35

Abundance Scan 1767 (13.281 min): BP003733.D\data.ms (-1763) (- m/z 109.05 100.00%

100.1
5000 41.1
— —
169.1 13.00 13.50
(
o 264.9320.5  4302489.1546¢ | co 16 53.23%

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

Abundance #25268: 1-(1,2,3-Trimethyl-cyclopent-2-enyl)-ethanone
109.0

3

5000 — —
13.00 13.50
43.0 m/z 41.10 45.08%
O‘\\‘\‘\A‘ld\“\u\‘\““\\\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34294: N-Cyclopropyl-p-fluorobenzylamine
109.0
P e
13.00 13.50
5000 m/z 55.05  39.36%
43.0 V\/N\WWM/\//\/M
o‘H‘J“‘WWMUu‘Mw‘HH_‘H_m_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5543: Phenol, 3-amino- T —
109.0 13.00 13.50
m/z 83.05 28.91%
o M
39.
(O R R B O O B AR R RN 7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 1,3-Isobenzofurandione, 4-m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.157 4.89 ng 344999  Acenaphthene-d10 15.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Isobenzofurandione, 4-methyl- 162 C9H603 004792-30-7 96
2 Benzofuran 118 C8H60 000271-89-6 89
3 4-Methylphthalic anhydride 162 C9H603 019438-61-0 89
4 Benzocyclobuten-1(2H)-one 118 C8H60 003469-06-5 68
5 3(2H)-Benzofuranone, 2,6-dimethyl- 162 C10H1002 054365-78-5 64

Abundance Scan 1916 (14.157 min): BP003733.D\data.ms (-1912) (-  m/z 90.00 100.00%

90.0
162.0
5000
e —
‘ 14.00 14.50
1
0 lldL].. 2222 3268 405.4 4910547 .., 89 e  72.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32795: 1,3-Isobenzofurandione, 4-methyl-
90.0
162.0
5000 J\\ I — [ —
14.00 14.50
m/z 118.00 71.82%
02\7‘\.84‘\\”‘\1"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8945: Benzofuran
118.0 A
Y =
14.00 14.50
5000 ITI/Z 162.00 67.78%
39.0
S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32785: 4-Methylphthalic anhydride e ——
118.0 14.00 14.50
m/z 63.00 37.90%
5000
39.0
] — —r= sl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 Benzonitrile, 3-ethoxy- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.075 2.60 ng 183478  Acenaphthene-die 15.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 3-ethoxy- 147 COH9ONO 025117-75-3 72
2 5-Benzylidene-3-(p-toluoyl)rhoda... 339 C18H13N0O2S2 1000222-61-3 49
3 4'-Methylpropiophenone 148 C10H120 005337-93-9 43
4 Isoxazole-3-carboximidamide, N'-... 259 C13H13N303 263869-49-4 43
5 o0-Toluic acid, 2-methylphenyl ester 226 C15H1402 023597-23-1 43

Abundance Scan 2072 (15.075 min): BP003733.D\data.ms (-2069) (- m/z 119.00 100.00%

119.0
5000
R
51. } 811 15.00
Ol bkl JBLL 28113409 407.3 4752 549. /7 147 00 63.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22541: Benzonitrile, 3-ethoxy-
119.0
5000 —r |
15.00
m/z 91.10 33.02%
39.0\ ‘
O‘\\\‘\"‘J\h\\“\ \\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175820: 5-Benzylidene-3-(p-toluoyl)rhodanine

£

119.0
T
15.00
5000 m/z 65.00 16.75%
39.0
bbbl 88
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22642: 4'-Methylpropiophenone 7
119.0 15.00
m/z 89.00 15.47%
5000
390|
L RS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 1,3-2H-Isobenzofuranone, 3,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.439 13.19 ng 931699  Acenaphthene-d10 15.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-2H-Isobenzofuranone, 3,3,7-t... 176 C11H1202 057732-90-8 64
2 p-n-Butylacetophenone 176 C12H160 037920-25-5 49
3 2-(3-Thienyl)pyridine 161 CO9H7NS 021298-55-5 47
4 1H-Indole-5-carboxaldehyde, 2,3-... 161 C10H11NO 060082-02-2 43
5 Benzene, 1-(1,1-dimethylethyl)-3... 176 C13H20 006630-01-9 43

Abundance Scan 2134 (15.439 min): BP003733.D\data.ms (-2130) (-  m/z 161.05 100.00%
161.1

N

5000
43.0
P
Al | |
Ol bfdddf L 11 219,32681.1342.1 416.9 490.9549. /7 163.00  70.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #42387: 1,3-2H-Isobenzofuranone, 3,3,7-trimethyl-
161.0
5000 L
15.50
430 l m/z 160.05  45.80%
O‘\\\J“\h\ﬂ\‘\?fh\ofl\‘ \\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42508: p-n-Butylacetophenone
161.0
P
15.50
5000 m/z 105.05 33.46%
91.0

I

27.(%
) ‘1 | iL ‘ﬂ

J‘ ol
T

3

O ety P T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31913: 2-(3-Thienyl)pyridine T
161.0 15.50
m/z 43.00 27.61%
5000 MJW
27.0 890 | |
0 el e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102320\
Data File : BP@@3733.D

Acqg On : 23 Oct 2020 22:16
Operator : CG/JU

Sample : L4488-06

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.352 23.1 ng 785955 1 8.528 680185 20.0
Crotonic acid 5.063 11.0 ng 375415 1 8.528 680185 20.0
unknown8.599 8.599 3.6 ng 122285 1 8.528 680185 20.0
4-Piperidinone,... 10.334 5.6 ng 285843 2 11.369 1015160 20.0
unknownl11.522 11.522 5.3 ng 266477 2 11.369 1015160 20.0
unknown12.087 12.087 4.0 ng 202304 2 11.369 1015160 20.0
unknown12.169 12.169 4.4 ng 225106 2 11.369 1015160 20.0
Benzene, 2-fluo... 12.345 5.9 ng 299751 2 11.369 1015160 20.0
unknown12.481 12.481 7.6 ng 384209 2 11.369 1015160 20.0
Ethanone, 1-(2,... 12.545 9.5 ng 482324 2 11.369 1015160 20.0
2-Propyl-4-meth... 12.616 3.2 ng 163441 2 11.369 1015160 20.0
unknown12.892 12.892 2.3 ng 117027 2 11.369 1015160 20.0
2-Butenoic acid... 12.940 10.9 ng 552062 2 11.369 1015160 20.0
1-Cyclohexyl-2-... 13.028 2.8 ng 144354 2 11.369 1015160 20.0
Phthalic anhydrid 13.051 4.6 ng 232827 2 11.369 1015160 20.0
unknown13.281 13.281 3.9 ng 274481 3 15.128 1412230 20.0
1,3-Isobenzofur... 14.157 4.9 ng 344999 3 15.128 1412230 20.0
Benzonitrile, 3... 15.075 2.6 ng 183478 3 15.128 1412230 20.0
1,3-2H-Isobenzo... 15.439 13.2 ng 931699 3 15.128 1412230 20.0
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