LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13667.D

Acqg On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc : COMP-5-BORING-2-0-7

ALS Vvial : 21  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-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13667.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.210 3 4 10 rVB 1142783 982358 10.78% 1.681%
2 5.204 337 343 354 rBV 1177133 1638088 17.97% 2.803%
3 5.675 416 423 438 rBV 2895546 4258234 46.72% 7.287%
4 7.287 688 697 714 rBV 2767883 4509666 49.48% 7.717%
5 8.146 833 843 849 rBV 821075 1308932 14.36% 2.240%

6 9.316 1034 1042 1055 rBV 1516843 2338825 25.66%  4.002%
7 10.975 1313 1324 1333 rBV 1048019 1803077 19.78%  3.085%
8 13.404 1730 1737 1744 rBV 4327725 6264232 68.73% 10.720%
9 14.780 1964 1971 1978 rBV 1692947 2545073 27.92%  4.355%
10 16.133 2196 2201 2206 rBV 104059 146702 1.61% 0.251%

11 16.263 2217 2223 2238 rBV 3805329 5456430 59.87%
12 17.533 2433 2439 2444 rBV 2242900 3218687 35.31%
13 17.574 2444 2446 2454 rVWV 95165 126045 1.38%
14 18.386 2579 2584 2589 rBV 361873 520048 5.71%
15 19.521 2774 2777 2782 rVB 231668 278604  3.06%

[OIEGCR IRV, BENe]
N
=
[9)]
B

16 19.610 2788 2792 2796 rBV2 137481 190007 2.08%
17 19.874 2834 2837 2842 rVB2 202491 248087 2.72%  ©.425%
18 20.063 2864 2869 2874 rVB 7650877 9114452 100.00% 15.597%
19 21.280 3073 3076 3081 rBV 400019 481732 5.29%
20 21.610 3127 3132 3137 rBV 2602247 3434945 37.69% 5.878%
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21 21.727 3148 3152 3171 rBV 2805653 5903508 64.77% 10.102%
22 24.192 3565 3571 3578 rVB2 1688546 3669979 40.27% 6.280%

Sum of corrected areas: 58437711
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BPO13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc : COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013667.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BPO13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.216 15.01 ng 982358 1,4-Dichlorobenzene-d4 8.146

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 4 (3.210 min): BP013667.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000
R EEEEEEE RS
‘ ‘ 3.30 3.40 3.50 3.60
ol ALl 1350 2070 277.1 357.0418.1  S27.1 .. 4319 32.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T[T [TTrT]
3.303.40 3.50 3.60
‘ m/z 87.10  25.93%
OA!J[‘WW“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R EEEEEE s S
3.303.40 3.50 3.60
5000 m/z 55.05 22.22%
o‘““ﬂl,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R e RARRRE
73.0 3.303.40 3.50 3.60
m/z 71.10 10.91%
5000
Oum“l“uu“u"""‘H"""W‘H“m,uwmwuu,\ RS S e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BPO13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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.
5.204 25.03 ng 1638090 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 343 (5.204 min): BP013667.D\data.ms (-337) (-) m/z 43.00 100.00%

5000
101.0 R R
| ‘ 4.80 5.00 5.20 5.40 5.60
ol 207.0 283.0 357.1420.5478.78387  ;m/z 58.95 59.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T[T I T T[T T T[T 1T

4.80 5.00 5.20 5.40 5.60
m/z 101.00 23.07%

101.0

O‘ ‘“f‘%"\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R RAATREEEI L
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 17.62%
126.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate R A
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.54%
5000
O e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\

Data File : BP@13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.386 3.23 ng 520048  Phenanthrene-d10 17.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Octadecanoic acid 284 (C18H3602 000057-11-4 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2584 (18.386 min): BP013667.D\data.ms (-2579) (- m/z 73.00 100.00%
73.0
5000 vaﬂﬂﬁwwav/\wmwwwwmﬁww
213.2 = e
M 31 H 18.00 18.50
ol a'Wum LIl 11 2770 3571 4564 5359 ., o 0  84.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
18.00 18.50
H 213.0 m/z 43.10 72.20%
O\\i“ \l\‘ull“\“\‘\‘L\\\\\‘\\\f‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 57.05 62.47%
171.0
oM }Hm““w N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid — T
73.0 18.00 18.50
m/z 55.10 60.23%
5000
185.0 284.0
ow"U‘ ““\,““‘ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BPO13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc : COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Hexacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.280 2.80 ng 481732  Chrysene-d12 21.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 96
2 Octadecane, 1-[2-(hexadecyloxy)e... 539 C36H7402 017367-10-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 81
4 Hexadecane 226 C16H34 000544-76-3 80
5 1-Docosene 308 C22H44 001599-67-3 64

Abundance Scan 3076 (21.280 min): BP013667.D\data.ms (-3073) (- m/z 57.10 100.00%
57.1

5000

%

||pzor 22 o e

oAby gk 2891 3961 46845349 .0 43 05  70.33

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

>
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5000 — ——
21.00 21.50
125.0 m/z 71.10 62.93
0 \‘ | \‘ } 1L ‘ 1\ I |1960 292.0 364.0

‘ TTT ’ T T ‘ L ‘ TT1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #342723: Octadecane, 1-[2-(hexadecyloxy)ethoxy]-

>2

%

57.0
21.00 21.50
5000 m/z 55.10 50.76%
J 224.0287.0
or IER?  ZEET L se90  as90 5370

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

Abundance #336401: 17-Pentatriacontene —— —
57.0 21.00 21.50
m/z 83.10 50.61%
5000
125.0

0 J I M‘ l JI ‘l li\ II ||lh P .2‘6..70 334.0392.0 490.0
BB B L L B B

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BPO13667.D

Acq On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc : COMP-5-BORING-2-0-7

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 5 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.727 34.37 ng 5903510 Chrysene-d12 21.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 25
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 9

Abundance Scan 3152 (21.727 min): BP013667.D\data.ms (-3148) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —T— ——
{ 13900 ‘ H 21.50 22.00
Ok 239004 | 3461 417.2 4881547 ., 578 19 33.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
21.50 22.00
77.0 199.0 m/z 199.00 19.16%
Ol‘-é\.o\\‘}’\\\\\‘\\\\‘JI\\\‘I\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
— —
21.50 22.00
5000 ITI/Z 201.00 19.12%
o 183.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy P —
277.0 21.50 22.00
m/z 77.00 18.35%
5000
77\'0 183.0
0 |l ‘JM ‘

T —T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13667.D

Acqg On : 31 Jan 2023 03:43

Operator : CG/JU

Sample : 01328-21 :
Misc : COMP-5-BORING-2-0-7

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.210 15.0 ng 982358 1 8.146 1308930 20.0
2-Pentanone, 4-... 5.204 25.0 ng 1638090 1 8.146 1308930 20.0
n-Hexadecanoic ... 18.386 3.2 ng 520048 4 17.533 3218690 20.0
1-Hexacosene 21.280 2.8 ng 481732 5 21.610 3434950 20.0
Triphenylphosph... 21.727 34.4 ng 5903510 5 21.610 3434950 20.0
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