LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081822\
Data File : BF129895.D

Acqg On : 19 Aug 2022 01:33

Operator : CG\JU

Sample : N4202-01

Misc

ALS Vvial : 18 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : @

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129895.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.004 459 462 478 rVB 101732 135209 8.79% 1.065%
2 5.428 531 534 549 rBV 1422085 1508500 98.10% 11.887%
3 6.445 704 707 721 rBV 1555491 1447009 94.10% 11.402%
4 6.792 762 766 774 rBV 748088 650600 42.31% 5.127%
5 7.357 858 862 872 rBV 1085209 890209 57.89% 7.015%
6 8.075 980 984 987 rBV 941888 795745 51.75%  6.270%
7 9.145 1162 1166 1170 rBV 1875935 1537676 100.00% 12.117%
8 9.828 1278 1282 1286 rBV 915218 751998 48.90% 5.926%
9 10.622 1414 1417 1431 rBV 851579 755043 49.10% 5.950%
10 11.322 1532 1536 1539 rBV 822617 673057 43.77% 5.304%
11 12.539 1739 1743 1746 rBV 38730 36077 2.35% 0.284%
12 12.769 1776 1782 1786 rBV 42144 42222 2.75% 0.333%
13 12.904 1801 1805 1808 rBV 1769114 1458268 94.84% 11.491%
14 13.798 1953 1957 1970 rBV8 38838 128276  8.34% 1.011%
15 13.933 1976 1980 1982 rBV 42429 44323  2.88% 0.349%
16 13.968 1982 1986 1989 rVV 847315 765331 49.77% 6.031%
17 13.992 1989 1990 1994 rVB 31368 26686 1.74% 0.210%
18 14.057 1996 2001 2006 rBV 365781 378210 24.60%  2.980%
19 14.410 2059 2061 2066 rBV6 21066 26230 1.71% 0.207%
20 14.857 2135 2137 2140 rBV4 22548 26334 1.71% 0.208%
21 15.433 2230 2235 2241 rVB 495764 613366 39.89% 4.833%

Sum of corrected areas: 12690369
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 19 Aug 2022 01:33
: CG\JU
: N4202-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081822\
BF129895.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF129895.D\data.ms
6.445
1500000 5.428
7.357
1000000
6.792
500000
5.004
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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 TIC: BF129895.D\data.ms
9.145 12.904
1500000
10000007 8.075 9.828
’ 10.622 11.322
500000
I 12.53921_6%LHM~_W
0T —— — T —— — T —— T \‘/\—r‘?\\‘\\\\
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129895.D\data.ms
1500000
1000000 13.968
15.433
500000
14.410
R
0 ‘ T T T T ‘ T T ‘ T T T T T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time->  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\BF081822\
Data File : BF129895.D

Acq On : 19 Aug 2022 01:33
Operator : CG\JU

Sample : N4202-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.004 4.16 ng 135209 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 3-Pentanol 88 C5H120 000584-02-1 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 462 (5.004 min): BF129895.D\data.ms (-459) (-) m/z 43.00 100.00%
43.0
5000 JL
101.1 Ramma e e e
| 60.0 83.0 4.60 4.80 5.00 5.20 5.40o
o-—t—— m/z 59.10 65.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BN N B R B
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.52%
15.0 101.0
‘ wl 0 83.0 |
O\\\\‘\\\\‘\\\‘1‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10  15.50%
87.0
150 “ H LI ‘ ‘
Ol el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- T e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.18%
5000
SR J‘ o B0 123014101500
m/z--> 20 60 80 100 120 140 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081822\
Data File : BF129895.D

Acq On : 19 Aug 2022 01:33
Operator : CG\JU

Sample : N4202-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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- Chloropropionic acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.798 3.35 ng 128276  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 87
2 Triacontan-15-0l 438 C30H620 031849-26-0 80
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 80
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 80
5 Cyclopentadecane 210 C15H3e 000295-48-7 64
Abundance Scan 1957 (13.798 min): BF129895.D\data.ms (-1953) (- m/z 43.05 100.00%
43.0
97.1
5000
—— —
1533 2340 0,1 3550 13.50 14.00
0Lt m/z 57.10 82.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #222196: 2- Chloropropionic acid, pentadecyl ester
57.0
5000 11.0 —r— —
13.50 14.00
m/z 97.10 64.51%
O \“‘\“‘i““\ h“\ ‘ ‘U‘ ‘“‘\ T \ T ‘H T \2\5“5\.\0\ T ’ L ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol
57.0
—— —
111.0 13.50 14.00
5000 m/z 55.10 59.40%
‘ 241.0
o kbbdbiiitere [T 060 se2o s
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecy! trifluoroacetate —— ——
57.0 13.50 14.00
m/z 83.00 58.92%
h I WWMW
DLl s meomooge et T
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081822\
Data File : BF129895.D

Acq On : 19 Aug 2022 01:33
Operator : CG\JU

Sample : N4202-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.057 9.88 ng 378210  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25
5 Oxoprophines 277 C17H11INO3 1000128-51-1 9
Abundance Scan 2001 (14.057 min): BF129895.D\data.ms (-1996) (- m/z 277.10 100.00%
277.1
5000 J\
77.0 . T 7
‘ 1521 %1 14.00 |
ok ‘3‘9"?‘ 41180 f 1L 2301 | 3261 o 57805 31.68%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 s
14.00
77.0 199.0 m/z 77.00  21.26%
152.0
O\2\7\-0\‘}‘\\“\\‘\\\\“”\\\“\u\\\\‘\\‘\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
NI \
14.00
5000 m/z 198.95 20.14%
o 183.0
oL 29 1280) | \;‘ 280 |
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy e
277.0 14.00
m/z 201.10  18.92%
5000
o 183.0
e T
R N i A VR N AN s
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081822\
Data File : BF129895.D

Acqg On : 19 Aug 2022 01:33
Operator : CG\JU

Sample : N4202-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
2-Pentanone, 4-... 5.004 4.2 ng 135209 1 6.792 650600 20.0
2- Chloropropio... 13.798 3.4 ng 128276 5 13.968 765331 20.0
Triphenylphosph... 14.057 9.9 ng 378210 5 13.968 765331 20.0
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