LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acqg On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc :

ALS vial : 6 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131424.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.263 21 30 36 rBV 670465 895716 42.11% 5.846%
2 5.175 520 525 532 rVB 398929 468300 22.02% 3.057%
3 5.563 586 591 594 rBV 1893959 1765262 82.99% 11.522%
4 6.569 756 762 765 rBV 1786305 1765580 83.00% 11.524%
5 6.951 823 827 830 rVB 615197 488508 22.97%  3.189%

7.516 918 923 926 rBV 1295861 1153104 54.21% 7.527%
8.239 1042 1046 1049 rBV 789067 625209 29.39% 4.081%
9.322 1224 1230 1233 rBV 2506287 2127118 100.00% 13.884%
10.004 1342 1346 1349 rBV 900889 727362 34.19% 4.748%
10 10.798 1476 1481 1484 rBV 1614443 1359865 63.93%  8.876%

11 11.504 1597 1601 1604 rBV 817923 724216 34.05%
12 13.098 1868 1872 1875 rBV 2306870 1998479 93.95% 13.
13 13.998 2021 2025 2042 rBV 92753 177423 8.34%
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14 14.157 2049 2052 2056 rBV 523844 464849 21.85% 034%

15 14.257 2063 2069 2076 rBV 49124 56557 2.66% 369%

16 14.951 2181 2187 2192 rBV2 19788 33368 1.57% 0.218%

17 15.698 2308 2314 2319 rBV 310770 404028 18.99% 2.637%

18 18.809 2834 2843 2856 rBV 19762 85642 4.03% 0.559%
Sum of corrected areas: 15320586
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\

BF131424.D
: 28 Nov 2022 11:55
: CG\JU
: N5766-02
: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acq On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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.
2.263 36.67 ng 895716  1,4-Dichlorobenzene-d4 6.951

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-propyl- 116 C6H1202 003390-13-4 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 30 (2.263 min): BF131424.D\data.ms (-21) (-) m/z 73.10 100.00%
3.1
5000 43.1
87.1
R R aman s
‘ Lgo ‘ 220 240 260
Ol 22 m/z 43.10 47.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA LA L B L B
43.0 220 240 2.60
' 87.0 m/z 55.00  33.20%
29.0 ?L
O‘\H\‘H\H“\H\“‘}\‘H‘\\\‘?‘.\0\\\“\}\\‘\H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S
220 240 2.60
5000 41.0 55.0 ITI/Z 87.10 26.78%
27.0
0L eyt 1120 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R et
73.0 220 240 2.60
m/z 41.10 15.43%
5000
45.0
0 eV | ! 99.0 115.0
R AaE S T o e A AAAARaS e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acq On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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.
5.175 19.17 ng 468300 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 525 (5.175 min): BF131424.D\data.ms (-520) (-) m/z 42.95 100.00%
43.0
59.0
5000
T
83.0 101.1 4.80 5.00 5.20 5.40
0 b el e M/Z 59.00  55.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI B I BN I
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 16.20%
O \\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
 RammaE s R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.99%
20.0 101.0
o 180 Ll 730 850
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- A e A RAmARREE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.49%
5000
41.0 101.0
e 20 2T i OB b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\

BF131424.D
: 28 Nov 2022 11:55
: CG\JU
: N5766-02
: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
13.998 7.63 ng 177423  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91

Abundance Scan 2025 (13.998 min): BF131424.D\data.ms (-2021) (-} | m/z 57.00 100.00%
57.0

-

5000
111 1
d 14.00
ofrd \c IAhy. 2090 2810 w/z 43.e5 83.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 T
111.0 14.00
‘ m/z 55.00 67.67%
1690
0 \‘ b ‘ ‘\ |y 238 0 434.0
TTT ‘ T f T \ ‘ \ L ‘ T \ T ] f T \ ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTT

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

.

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
14.00
5000 ITI/Z 83.10 51.71%
111.0
AL, 220
o bl Ly s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate
57.0 14.00
m/z 40.95 43.83%
5000 111.0
oL “‘Ihiu%ﬁ?o 224.0 322.0 468.(
i ol B L B B s o e S s
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acq On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 5
R.T. EstConc Area Relative to ISTD R.T.
14.257 2.43 ng 56557  Chrysene-di12 14.157
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 47
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 25
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 25
Abundance Scan 2069 (14.257 min): BF131424.D\data.ms (-2063) (- m/z 277.10 100.00%
277.1
5000
77.0 201.0 P —
152.0 14.00 14.50
38. ‘ 114.9 H
0L— ‘w% e W‘w w‘i”“‘ e B m/z 278.10  32.50%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —r— ——
14.00 14.50
77.0 199.0 m/z 201.00  22.83%
152.0
O \2\7\.0\ ‘}‘ L “\ T ‘ T T T “H\ 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
T ‘ T T /\‘ T
14.00 14.50
5000 m/z 77.00 22.23%
77.0 183.0
ol 29 L 1200 | U‘ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy ot Ay AL
277.0 14.00 14.50
m/z 199.00 19.62%
5000
7o 183.0
131.0
NN T WV . T VRN NN ST § LS
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acq On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Guaia-9,11-diene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.809 4.24 ng 85642  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Guaia-9,11-diene 204 C15H24 1000374-19-8 74
2 13-nor-Eremophil-1(10)-en-11-one 206 C14H220 054275-21-7 42
3 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 41
4 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 41
5 2,12-Dimethylidenecyclododecan-1... 206 C14H220 069915-61-3 38

Abundance Scan 2843 (18.809 min): BF131424.D\data.ms (-2834) (- m/z 81.00 100.00%

81.0 [121.0
189.1
40.9
5000
18.2 VWW
281.( T 1 1 T \ \ \ T ‘ T 1 1 T
M\‘ ‘ ‘ 18140 1860 18.80
Olprrrr b LML W_WH‘ wa”ww m/z 107.20  96.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80159: Guaia-9,11-diene
189.0 M N/J\
5000 M‘A\A\\\‘A\\\\‘\\\\
133.0161.0 18.40 18.60 18.80
m/z 121.00 89.87%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82749: 13- norEremothl(lO)en—lLone
91.0 121. M Il NVVW
2060 \\\\\\\\‘\\\\
163.0 18. 40 18.60 18.80
5000 ITI/Z 95.00 88.32%
0! ‘H‘H‘WH‘W‘H‘_‘H_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82824: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohe P R
107.0 18.40 18.60 18.80
206.0 m/z 93.00 81.64%
135.0
5000 163.0
; L), 1M

m/z--> 20 40 60 80 100120140160180200220240260280 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131424.D

Acqg On : 28 Nov 2022 11:55
Operator : CG\JU

Sample : N5766-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.263 36.7 ng 895716 1 6.951 488508 20.0
2-Pentanone, 4-... 5.175 19.2 ng 468300 1 6.951 488508 20.0
Heptadecyl hept... 13.998 7.6 ng 177423 5 14.157 464849 20.0
Triphenylphosph... 14.257 2.4 ng 56557 5 14.157 464849 20.0
Guaia-9,11-diene 18.809 4.2 ng 85642 6 15.698 404028 20.0
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