LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ P\Data\BP121821\
Data File : BP008503.D

Acq On : 18 Dec 2021 23:11
Operator : CG/JU

Sample - M5115-10

Misc

ALS Vial : 17 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal = TIC: BP0O08503.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

.852 312 317 334 rVB 107224 167154 4.07%
322 391 397 421 rBV 412074 779988 18.98%
922 494 499 510 rvB 32160 51031 1.24%
928 664 670 695 rBvV 192203 479288 11.66%
.716 795 804 814 rBV 159268 286523 6.97%

-991%
-622%
-302%
-840%
-698%

abdwNPE
~N o oo A
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6 8.887 996 1003 1030 rBY 505027 1066338 25.95% 6.319%
7 10.516 1272 1280 1298 rBvV 176961 372957 9.08% 2.210%
8 12.993 1693 1701 1722 rBV 1413899 2311383 56.25% 13.698%
9 14.381 1928 1937 1950 rBvV 294953 506989 12.34%  3.005%
10 15.881 2185 2192 2217 rBV 1043330 1982912 48.26% 11.751%

11 17.145 2401 2407 2422 rBvV 352819 626991 15.26% 3.716%
12 18.063 2558 2563 2576 rBV5 22035 63763 1.55% 0.378%
13 19.716 2838 2844 2855 rBV 3360271 4109194 100.00% 24.352%
14 20.957 3051 3055 3063 rBV 133463 199353 4.85% 1.181%
15 21.257 3101 3106 3117 rBV 564996 828778 20.17% 4.911%

16 21.363 3119 3124 3144 rBY 1390865 2139864 52.08% 12.681%
17 23.616 3502 3507 3522 rVB2 392717 901814 21.95% 5.344%

Sum of corrected areas: 16874320
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEMI\BNA_P\Data\BP121821\
BPO08503.D

18 Dec 2021 23:11

CG/JU

M5115-10

17  Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP008503.D\data.ms
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TIC: BP008503.D\data.ms
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TIC: BP008503.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA P\Data\BP121821\

Data File : BP008503.D

Acq On : 18 Dec 2021 23:11

Operator : CG/JU

Sample : M5115-10

Misc - EB-2021-12-15
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.852 11.67 ng 167154  1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 9
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine, 4-methyl- 101 C5H11INO 000109-02-4 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance  Scan 317 (4.852 min): BP008503.D\data.ms (-312) (-) m/z 43.00 100.00%

43.0
5000 Jk
\\\\‘\\\\‘\\\\‘\\\\‘\\\
| 10L o 4.60 4.80 5.00 5.20
ol A 305-0162.0220.9280.9341.2399.6 463.1526.9 /7 59.00  65.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT T[T T [ TT T[T TrT
4.60 4.80 5.00 5.20
m/z 100.95 21.65%
o Al 0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
4.60 4.80 5.00 5.20
5000 m/z 57.95 15.95%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 {L J\
Abundance #237: Acetone PRI T TN
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.66%
: /WJL—A
h

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA P\Data\BP121821\

Data File : BP008503.D

Acq On : 18 Dec 2021 23:11 Instrument :
Operator : CG/JU BNA_P

Sample - M5115-10 ClientSampleld :
Misc - EB-2021-12-15
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.922 3.56 ng 51031 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 86
2 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 37
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 27
4 1-Methoxyethanimine, N-acetyl- 115 C5HINO2 099028-43-0 25
5 2,3-Dimethoxy-2,3-dimethylbutane 146 C8H1802 006091-59-4 23
Abundance  Scan 499 (5.922 min): BP008503.D\data.ms (-494) (-) m/z 42.95 100.00%
43.0

—

5000
AR RAREE AR RRREN
2071 5.60 5.80 6.00 6.20
‘\HJ\ ‘A‘\\\H\‘H\\‘H\\‘\.\\\2‘6\7;]\-‘\H\3‘§\9\.\8‘4\3\3\.‘3\\§0‘\7;4\.\‘\ m/Z 73.05 94-59(y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 T[T T[T T[T T[T

5.60 5.80 6.00 6.20
m/z 115.10 9.86%

115.0

Ludid by
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0

o

5.60 5.80 6.00 6.20
5000 m/z 41.05 9.50%

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

-

Abundance #9296: 1,3-Dioxolane, 2-(l-methy|ethy|)- EERRRAN RN R RN
73.0 5.60 5.80 6.00 6.20
m/z 39.00 7 .56%
- W
‘\\\“\”“‘\\\\\‘\‘\\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\\\‘\\\\‘\ T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA P\Data\BP121821\

Data File : BP008503.D

Acq On : 18 Dec 2021 23:11 Instrument :
Operator : CG/JU BNA_P

Sample - M5115-10 ClientSampleld :
Misc - EB-2021-12-15
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.063 2.03 ng 63763  Phenanthrene-d10 17.145
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2563 (18.063 min): BP008503.D\data.ms (-2558) ()  M/z 73.00 100.00%

¥3.0
5000

213.1 e :
’ 32 282.1 18.00
Il

354.9
Al 4381 9316 sz 55.00  94.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 U \
m/z 57.00 94.68%

H 213.0
‘\\H“‘ lhh“\h\\“‘\\\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

73.0

5000 m/z 60.00 94.26%

171.0
15.0
‘ TTTT ‘ LU ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i : ‘

#126199: Pentadecanoic acid 4
73.0 18.00

m/z 43.05  83.46%

LSLH‘ HHJ n‘#mlffo WW\J\NM/M

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\HPCHEMI\BNA P\Data\BP121821\

Data File : BP008503.D

Acq On : 18 Dec 2021 23:11 Instrument :
Operator : CG/JU BNA_P

Sample - M5115-10 ClientSampleld :
Misc - EB-2021-12-15
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.957 4.81 ng 199353  Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3055 (20.957 min): BP008503.D\data.ms (-3051) () m/z 57.05 100.00%

57.0
5000

T ‘ T
‘%fl 2080 7811 357.1 429.1491.0 21.00
‘\\ T “\\\\ \\\\li\‘“\u\ \‘\‘“H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\5\4\.‘9\0 m/Z 55-00 99-37(y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol
83.0

5000 T
m/z 43.05 93.32%

1901/ 399 2100 2300
‘\\H‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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55.0

5000 m/z 83.05 91 .95%
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[T T T [ I T T T[T T [T T T[T T[T T[T T[T [ TTIrT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #239251: 2- Chloropropionic acid, hexadecyl ester T
57.0 21.00

m/z 69.10 83.76%

5000
1 5.0
196.0
I nmﬂi \126903320

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\HPCHEMI\BNA P\Data\BP121821\
Data File : BP008503.D

Acq On : 18 Dec 2021 23:11

Operator : CG/JU

Sample : M5115-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\svoasrv\HPCHEMI\BNA_P\Methods\8270E-BP121421 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.363 51.64 ng 2139860 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95

2 (E)-7-Benzylidene-1-azabicyclo[3. .. 293 C15H19NO3S 1000483-83-4 64

3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P

015990-54-2 50

4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5CI2NOS2 017046-34-3 25
5 2-Indolinone, 2TMS derivative 277 C14H23N0Si2 010416-65-6 9

Abundance Scan 3124 (21.363 min): BP008503.D\data.ms (-3119) (-
2771

5000

77.0 199.0

m/z 277.10 100.00%

|

I
21.00 21.50

”‘ ‘\ ..139110l \\ Hl 340.9 429.9490.2548.7

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

Abundance #171172: Triphenylphosphine oxide
277.0

o

5000

m/z 278.05  33.19%

|

I
21.00 21.50

7.0 199.0
140 |

|
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

277.0

m/z 199.00 22.42%

=l

I
21.00 21.50

5000

7.0 183.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hydraz
277.0

m/z 77.00 21.53%

21.00 21.50

5000

.0 183.0

| M.‘\ | h%

m/z 201.00 20.65%

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

L
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEMI\BNA P\Data\BP121821\
Data File : BP008503.D

Acq On : 18 Dec 2021 23:11
Operator : CG/JU

Sample : M5115-10

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP121421.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-... 4.852 11.7 ng 167154 1 7.716 286523 20.0
2-Pentanone, 4-... 5.922 3.6 ng 51031 1 7.716 286523 20.0
n-Hexadecanoic ... 18.063 2.0 ng 63763 4 17.145 626991 20.0
Behenic alcohol 20.957 4.8 ng 199353 5 21.257 828778 20.0
Triphenylphosph... 21.363 51.6 ng 2139860 5 21.257 828778 20.0
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