LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131105.D

Acqg On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF1311@5.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.158 6 12 20 rVB 1422535 1781068 75.66% 12.795%
2 5.105 509 513 519 rVB 171377 170310 7.23% 1.223%
3 5.504 577 581 593 rBV 1107680 949907 40.35% 6.824%
4 6.510 749 752 762 rBV 860265 742035 31.52% 5.331%
5 6.887 813 816 820 rBV 574753 518391 22.02% 3.724%
6 7.457 908 913 916 rVB 1460964 1335880 56.75% 9.597%
7 8.175 1031 1035 1038 rBV 808252 660058 28.04% 4.742%
8 9.251 1213 1218 1221 rBV 2839227 2354162 100.00% 16.912%
9 9.645 1282 1285 1288 rBV 33084 27590 1.17% 0.198%
10 9.934 1325 1334 1337 rBV 891541 753290 32.00% 5.411%
11 10.028 1347 1350 1353 rBV 68726 51624 2.19% 0.371%

12 10.722 1464 1468 1472 rBV 1532771 1441781 61.24% 10.357%

13 11.422 1584 1587 1591 rBV 854285 743210 31.57% 5.339%
14 11.804 1649 1652 1655 rBvV2 59306 45606 1.94% 0.328%
15 13.010 1853 1857 1860 rBV 1269694 1035488 43.99% 7.439%
16 13.927 2010 2013 2022 rVB3 35498 69663 2.96% ©.500%
17 14.069 2034 2037 2041 rBV 662979 553916 23.53% 3.979%
18 14.163 2048 2053 2057 rBV 84190 87257 3.71% 0.627%
19 14.916 2178 2181 2185 rVB 39039 41931 1.78% ©0.301%
20 15.563 2286 2291 2300 rBV 447728 557154 23.67% 4.002%

Sum of corrected areas: 13920321
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 10 Nov 2022 00:35
: CG\JU
: N5360-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
BF131105.D

DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1000000

500000

o

15000001.

TIC: BF131105.D\data.ms

158 7.457

5.504
6.510

6.887

5.105

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131105.D\data.ms
9.251

10.722
13.010

8.175 9.934 11.422

0
Time-->

.028 .
I o oo | ] mee |

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF131105.D\data.ms

14.069
15.563

13.92 -A163 14.916

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131105.D

Acq On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.158 68.72 ng 1781070  1,4-Dichlorobenzene-d4 6.893

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 12 (2.158 min): BF131105.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
B RammaamREsaN
‘ Lg 1 2.202.302.402.502.60
O et e m/z 43.05 44.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T [T T T T[T T[T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.38%
29.0 L
\‘H\‘\‘“\\H“M\‘\\‘\!\‘\9“-\0\\\“\}\\‘H\\‘HH’\H\‘HH‘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 A
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.13%
27.0
NS A o 1120 129.0
R L R e e RN AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R man L A Ramaa
73.0 2.202.302.402.502.60
m/z 41.10 14.97%
5000 43.0
58.0
29"0 87.0
L1 Uy |
T e e e e e e R RAMRRARRREIAN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131105.D

Acq On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.105 6.57 ng 170310 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 513 (5.105 min): BF131105.D\data.ms (-509) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ 83.1 4.80 5.00 5.20 5.40
el R e e m/Z 59,10 56.65%
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 B B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.17%
2‘9‘.‘0 Ly m‘ 837'0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A mmaaEEE
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 13.84%
W 3o 1260 14,0
R EaE o e A RRAARSENNY
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4970: 3-Hexanol  RamE AR
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.90%
5000 43.0 73.0
27.
HW:‘:‘_H“‘mw1‘!;””‘1;“_m‘mw:wwwwww
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\BF110922\
Data File : BF131105.D

Acq On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Carbonic acid, hexadecyl 2,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.928 2.52 ng 69663  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 64
2 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 59
3 Behenic alcohol 326 C22H460 000661-19-8 59
4 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 50
5 1-Hexacosanol 382 C26H540 000506-52-5 47
Abundance Scan 2013 (13.927 min): BF131105.D\data.ms (-2010) (-} m/z 55.05 100.00%
55.0
97.1
5000
——
“AL | ‘ ‘147.0 216.1248.15g4 14.00
““N“L dMMW‘W‘kMW“M Ll “M‘ - m/z 83.85 76.34%
miz--> 50 100 150 200 250 300
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
43.0
5000
14.00
25.0 m/z 69.00 67.43%
ALALLL L s 560
. ‘\M\ ““‘i‘ byl “ \U\\‘\‘\‘H\\“\lﬁ‘gﬁp‘ “H\‘ . ‘\‘ P
miz--> 50 100 150 200 250 300
Abundance  #263833: Oxalic acid, cyclobutyl pentadecy! ester
55.0
——
14.00
5000 m/z 97.10 66.44%
97.0
L e a0 0
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
439 83.0 14.00
' m/z 41.10 49.36%
5000
25.0
LU e s ams o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131105.D

Acq On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 4 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.163 3.15 ng 87257  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
Abundance Scan 2053 (14.163 min): BF131105.D\data.ms (-2048) (- m/z 277.10 100.00%
277.1
5000
770 1831 : | : : | :
39&4 ‘ 1261 | “ H 14.00 1450
L o e e e m/z 278.10 32.62%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T T T T
14.00 14.50
77.0 199.0 m/z 76.95 27.10%
152.0
\2\7\.0\ ‘}‘ L “\ T ‘ T T T “H T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 183.10 23.87%
77.0 183.0
39# I \%%?w-o \‘H‘ Il ‘\‘ H\ 228.0 |
e L e B i B e
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy pop e
277.0 14.00 14.50
m/z 199.00 20.87%
5000
77.0 183.0
| ‘ 131.0 ‘ ‘ ‘
SN K VSl N N S L
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110922\
Data File : BF131105.D

Acqg On : 10 Nov 2022 00:35

Operator : CG\JU

Sample : N5360-17 :

Misc : DISSOLVED-20221172-COMP-07-MODIFIED-ELUTRIATE

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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... 2.158 68.7 ng 1781070 1 6.893 518391 20.0
2-Pentanone, 4-... 5.105 6.6 ng 170310 1 6.893 518391 20.0
Carbonic acid, ... 13.928 2.5 ng 69663 5 14.069 553916 20.0
Triphenylphosph... 14.163 3.1 ng 87257 5 14.069 553916 20.0
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