LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc :

ALS vial : 8 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 136 143 146 rBV 43407 77676 2.67% 0.549%
2 3.169 146 150 159 rVB 86074 144738 4.98% 1.023%
3  3.652 224 232 239 rBV 135595 206545 7.10%  1.459%
4 4,352 348 351 355 rVB 61892 67725 2.33% 0.478%
5 4.922 442 448 453 rBV 38946 46152 1.59% 0.326%
6 5.010 460 463 466 rBV 49481 50044 1.72%  0.354%
7 5.063 470 472 475 rBV2 50716 55775 1.92% 0.394%
8 5.281 505 509 514 rVB3 38082 42133 1.45% ©0.298%
9 5.451 535 538 544 rBvV 758302 706462 24.29% 4.991%
10 6.457 706 709 718 rVB 437170 423651 14.56% 2.993%
11 6.798 763 767 771 rVB 540047 437203 15.03%  3.089%
12 6.981 794 798 801 rVB 121467 116955 4.02% 0.826%
13  7.369 853 864 867 rBV 1405211 1582522 54.41% 11.180%
14 7.757 926 930 937 rBV2 26042 35939 1.24% 0.254%
15 8.087 981 986 989 rBV 565917 575321 19.78% 4.065%

16 9.163 1163 1169 1172 rBV 3013530 2908746 100.00% 20.550%
17 9.839 1278 1284 1288 rBV 813343 695000 23.89% 4.910%
18 10.633 1413 1419 1423 rBV 1688622 1696609 58.33% 11.986%
19 11.328 1533 1537 1541 rVB 862969 705537 24.26%  4.984%
20 11.863 1624 1628 1634 rBVS5 22687 33377 1.15% ©0.236%

21 12.922 1803 1808 1811 rBV 2719862 2387107 82.07% 16.864%
22 13.839 1960 1964 1972 rVB4 25602 45123 1.55%
23 13.974 1981 1987 1990 rBV 443904 400747 13.78%
24 14.069 1997 2003 2007 rBV 196963 223643 7.69%

wWkRErNO
0o
w
=
S

25 15.433 2230 2235 2244 rVB 332805 425852 14.64% 009%

26 15.892 2308 2313 2318 rVB3 20789 33500 1.15% 0.237%

27 16.386 2393 2397 2402 rVB4 19865 30629 1.05% 0.216%
Sum of corrected areas: 14154711
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
3000000 TIC: BF128761.D\data.ms

2500000
2000000
1500000 7.369

1000000
5.451

6.798
500000 6.457

331369 3.652 4.352 4680635281 6.981 7.757

I
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 : . .
3000000 0163 TIC: BF128761.D\data.ms

o

12.922

2500000

2000000
10.633

1500000

1000000 9.839 11.328

8.087
500000

0 | - 11863

= — o — — T — T = T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance :

I TIC: BF128761.D\data.ms

2500000
2000000
1500000
1000000

500000 13.974 15.433

4.069
13.839| )| 15892  16.386
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

8270-BF060222.M Mon Jun 13 16:08:38 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanol, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.128 3.55 ng 77676  1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 74
3 Butane, 2-methoxy- 88 C5H120 006795-87-5 45
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40
5 3-Heptanol 116 C7H160 000589-82-2 40
Abundance Scan 143 (3.128 min): BF128761.D\data.ms (-136) (-) m/z 59.10 100.00%

59.1
5000
41.0 87.1

“ 2.80 3.00 3.20 3.40
H‘_‘H‘H‘wm‘_‘H“H‘wHm_‘Hiuwwwww m/z 41.e5 27.70%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
5000

45.0 2.80 3.00 3.20 3.40

o

87.0 m/z 87.10  25.96%
310
150 | | \H \
O\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
R e RN
2.80 3.00 3.20 3.40
5000 ITI z 43.10 24.31%
41.0 87.0
15.0 28.0
0 72.0 101.0
T T T T T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2369: Butane, 2-methoxy-
59.0 2.80 3.00 3.20 3.40

m/z 69.10 20.97%

5000
29.0
15.0 73.0
020 | LB T e

m‘u‘“m"m“‘m‘u‘“m"m“‘m“m‘uu“m‘ AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown3.169 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.169 6.62 ng 144738 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 40
3 Butane, 2-methoxy- 88 C5H120 006795-87-5 9
4 Acetaldehyde, 0-ethyloxime- 87 C4H9NO 1000288-34-6 9
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9

Abundance Scan 150 (3.169 min): BF128761.D\data.ms (-146) (-) m/z 59.10 100.00%

59.1
5000 45.1
87.1 TP
‘ ‘ 2.80 3.00 3.20 3.40
] S 11 o] S RS [F—— m/z 45.10  39.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 L LN N B LA LN R
450 2.80 3.00 3.20 3.40
87.0 . .28%
310 m/z 43.05 24.28
15.0 H
0H\‘\H\‘HH‘H\‘\"HH"HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
59.0
e A REREE B R
2.80 3.00 3.20 3.40
5000 m/z 87.10 19.32%
31.0 45.0
87.0
0L T30, 10101150,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2369: Butane, 2-methoxy- T
59.0 2.80 3.00 3.20 3.40
m/z 41.10 19.23%
5000
29.0
LB
0‘H‘HH‘HH‘HMM‘JMHHMMW_H‘_H‘_Hw‘uw‘uw‘uw‘

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 3-Pentanol, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.652 9.45 ng 206545 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 50
3 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 39
4 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 38
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 33
Abundance Scan 232 (3.652 min): BF128761.D\data.ms (-224) (-) m/z 73.10 100.00%
3.1
55.1
5000
R EERREET RSN
41‘- 87‘-1 3.40 3.60 3.80 4.00
0 breprrrrprrer e il b e m/z 55.10  64.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5008: 3-Pentanol, 3-methyl-
73.0
55.0
5000 L B B B L B
3.40 3.60 3.80 4.00
87.0 m/Z 43.10 37.82%
27.0 41.H)
0 H‘\\H‘\HH“\\H“‘\‘\H‘\‘\H\‘\\H“\l\\‘\\‘\\‘\\\\‘\\H‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
EEEa R e e e
3.40 3.60 3.80 4.00
5000 43.0 m/z 45.05 33.30%
58.0
29.0 87.0
Ot rrprrrr et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15723: 4-Heptanol, 3-methyl- e RGaREECEaEE
55.0 3.40 3.60 3.80 4.00
m/z 41.10 12.47%
5000 Al 73.0
270 7
87.0
O 11501290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18

Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclopentanol, 1-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.352 3.10 ng 67725 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 83
2 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 78
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 47
5 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 47
Abundance Scan 351 (4.352 min): BF128761.D\data.ms (-348) (-) m/z 71.10 100.00%
71.1
43.0
5000
570 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ ‘ ‘ ‘ 85"1 . 4.00 4.20 4.40 4.60
0 bt e e e e m/z 43.00  78.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4380: Cyclopentanol, 1-methyl-
71.0
43.0
5000 b lnll
4.00 4.20 4.40 4.60
270 57,0 85.0 m/z 58.05 57.92%
O \H‘\H\‘H‘H‘\\}‘}“‘HHw\w\\‘\‘\‘\‘\“H\‘\‘1\\\‘\‘\‘\\‘\\].\(\)8'9\‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0 71.0
REEE SR SR
85.0 4.00 4.20 4.40 4.60
5000 m/z 57.05 25.24%
27.0 57.0
99.0
0 114.0
T T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4481: Pentane, 3,3-dimethyl-
43.0 4.00 4.20 4.40 4.60
m/z 85.10 16.14%
71.0
5000
290 85.0
o“‘1‘-9”}?;2‘HH‘HHM‘;_w?W:?HH1;W\H_%Qeew_ 1
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18

Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Hexanol, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.922 2.11 ng 46152 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 83
2 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 78
3 Pentane, 2-methoxy- 102 C6H140 006795-88-6 59
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 56
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 56
Abundance Scan 448 (4.922 min): BF128761.D\data.ms (-442) (-) m/z 59.10 100.00%
59.1
5000
M
43.0 T e A
m g30 1012 4.60 4.80 5.00 5.20
Obrrrprrreprrrrprrdbsre bbb e | m/z 43.00 18.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
4.60 4.80 5.00 5.20
43.0 m/z 45.10 14.01%
270 ‘ 83.0 101.0
A
OH\‘\H\‘H\‘\“HH“HH‘H1\‘\\H‘HH‘\‘\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0 AM
R EammEaL SR
4.60 4.80 5.00 5.20
5000 m/z 41.00 13.10%
43.0
27.0
0L.140 830 10105,
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4993: Pentane, 2-methoxy-
59.0 4.60 4.80 5.00 5.20
m/z 101.20 13.03%
5000
29.0 45.0
o150 00l 730 80 020 TN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20

8270-BF060222.M Mon Jun 13 16:08:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.010 2.29 ng 50044 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10
Abundance Scan 463 (5.010 min): BF128761.D\data.ms (-460) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.1 S L
83.0 4.60 4.80 5.00 5.20 5.40
b et e e M/Z 59.85  58.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 ‘\\\\‘\\\\‘\\\\’\/\\/\\\‘\\I‘
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  19.30%
31.0 0 83.0 |
O\\\’\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.60 4.80 5.00 5.20 5.40

5000 ITI/Z 58.00 15.23%
410 101.0
o 150 270 710 830
R R e A AARAAm RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime Raasaw A RaasEw ‘/\‘ e
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 8.04%

5000

101.0

58.0

150 310 | "~ 700  86.0
oY S vt VBP0 A M.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 3-Hexanol, 3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.063 2.55 ng 55775 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 86
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 64
3 Hexane, 3-methoxy- 116 C7H160 054658-01-4 59
4 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 50
5 3-Hexanone, 5-hydroxy-2-methyl- 130 C7H1402 059357-07-2 50
Abundance Scan 472 (5.063 min): BF128761.D\data.ms (-470) (-) m/z 73.10 100.00%

45.0 731
5000 87.1
 EAEEEEEEE S

| 4.80 5.00 5.20 5.40
e I S m/z 45.05  85.44%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120

91 101.1
Ll
i

o

Abundance #9495: 3-Hexanol, 3-methyl-
73.0
45.0
5000 87.0 \H‘HH‘HH‘HH‘A\H
27.0 4.80 5.00 5.20 5.40
90 101.0 m/z 55.00 57.33%
O‘\\\H\Hl“HH‘MH‘H{‘}“HH“‘\}H‘HN‘HH‘HH:‘L\:L\E\).\(‘)H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
45.0
4.80 5.00 5.20 5.40
5000 87.0 m/z 43.05 54.94%
57.0
29.0
) am— [ T S —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9462: Hexane, 3-methoxy-
45.0 73.0 4.80 5.00 5.20 5.40
m/z 87.10 47.63%
5000 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\

Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 4

Peak Number 8 Indane

R.T. EstConc Area Relative to ISTD R.T.
6.981 5.35 ng 116955 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 64
3 Deltacyclene 118 C9H10 007785-10-6 59
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 53

Abundance Scan 798 (6.981 min): BF128761.D\data.ms (-794) (-) m/z 117.05 100.00%
117.1
5000
91.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
39.1 63.0 ‘ 6.60 6.80 7.00 7.20 7.40
ol el M m/z 118.16  53.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 \‘\\\\/‘\\\\\’\\\\‘\\\\‘\\
6.60 6.80 7.00 7.20 7.40
m/z 114.95 32.72%
390 630 L0
O\]-\5\.‘0\\\\“.\\”\\““\‘.\\\"\\“\\“\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
R aaE s
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 16.99%
91.0
0l15.0 390 63.0 169.0 196.0
R R AR R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 9.23%
5000
39.0 910
65.0
) BN 8 S A | M—— ) wm‘HH,/\MM‘MW
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.839 2.25 ng 45123  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 1964 (13.839 min): BF128761.D\data.ms (-1960) (- m/z 55.05 100.00%
55.0 97.1
5000
— —
]1‘351 183.2 13.50 14.00
oL n”,“l“““m“,‘ M m/z 57.10 92.47%
miz-> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 — —
13.50 14.00
m/z 97.18  89.20%
39.0
OL\5\Q“\ “‘H\ H\‘ T 1“ e T \19\‘6‘(\) T ‘2\6?9\ ‘3\29\0\
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0 — —
13.50 14.00
5000 m/z 43.10 81.83%
125.0
0 168.0 238.0
e
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ —
57.0 97.0 13.50 14.00
m/z 69.10 79.81%
5000
39.0
o990 LLLLL LT 1m0 22202640 3000 T T T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.069 11.16 ng 223643  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 99
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 87
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 2003 (14.069 min): BF128761.D\data.ms (-1997) (- m/z 277.05 100.00%

277.1
5000
77.0 199.0 ‘

39. \ ‘ 115.0 15T1 ‘ “ 14.00
ok “‘% e T R I m/z 278.10  34.13%
m/z--> 50 100 15 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 e ‘
152.0 14.00

m/z 199.00  23.06%

1 95.0
L ‘\ e, ‘\ Ltowlt “HH Il ‘\“ ‘M : ‘23‘3‘0 —
m/z--> 50 100 150 200 250 300
Abundance
277.0

[ I

o

14.00
5000 m/z 201.10 22.91%
77.0 183.0
ol 390 128.0 228.0
o Rt e
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h ) ‘
277.0 14 00

m/z 77.00  22.54%

5000

77.0 183.0
i

131.0
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128761.D

Acqg On : 10 Jun 2022 16:18
Operator : CG\JU

Sample : N3286-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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-Pentanol, 2-m... 3.128 3.5 ng 77676 1 6.798 437203 20.0
unknown3.169 3.169 6.6 ng 144738 1 6.798 437203 20.0
3-Pentanol, 3-m... 3.652 9.4 ng 206545 1 6.798 437203 20.0
Cyclopentanol, ... 4.352 3.1 ng 67725 1 6.798 437203 20.0
2-Hexanol, 2-me... 4.922 2.1 ng 46152 1 6.798 437203 20.0
2-Pentanone, 4-... 5.010 2.3 ng 50044 1 6.798 437203 20.0
3-Hexanol, 3-me... 5.063 2.5 ng 55775 1 6.798 437203 20.0
Indane 6.981 5.3 ng 116955 1 6.798 437203 20.0
Trifluoroacetox... 13.839 2.3 ng 45123 5 13.974 400747 20.0
Triphenylphosph... 14.069 11.2 ng 223643 5 13.974 400747 20.0
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