LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\

Data File : BP@@8675.D

Acqg On : 04 Jan 2022 22:40

Operator : CG/JU

Sample : M5338-07

Misc :

ALS Vvial : 14 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 separa
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: Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP122821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP@@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS Vvial : 14 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-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.774 3531 3534 3542 rVB2 3254303 5795352 17.75% 3.024%

Sum of corrected areas: 191638106

8270E-BP122821.M Wed Jan @5 13:22:02 2022 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04 Jan 2022 22:40
: CG/IU
: M5338-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
BP008675.D

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BP008675.D\data.ms

5.469 7.058

9.040

7.887 10.5087

1863.493 3.981 4.999 6.205  6.763 [1.187 j@sa.me 111263981 6

A
L B L L O B O L B B I B L B D

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2e+07

1.5e+07

1le+07

5000000

TIC: BP008675.D\data.ms
19.822

13.145

16.004

13.81614.%%4 2

0
Time-->
Abundance

2e+07

1.5e+07

1le+07

5000000

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP008675.D\data.ms
21.486

dn  21.904
21351 23.774

0

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP122821.M Wed Jan 05 13:22:03 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP@@8675.D

Acqg On : 04 Jan 2022 22:40

Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
3.075 2.87 ng 529955 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
4 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 15 (3.075 min): BP008675.D\data.ms (-12) (-) m/z 73.00 100.00%
73.0
5000 ﬂ\j\\\/\
AT
‘ ’ , 3.103.203.303.403.50
oAl LL 1528 221.02809 385941594766 548. ./, 43.00 30.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L N R RN R
3.103.203.303.403.50
“ m/z 87.05 26.73%
O‘\\J\l\\’”\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #838: N-Ethylformamide
30.0
R MRaE e e RN RA S
3.103.203.303.403.50
5000 ITI/Z 55.00 21.23%
OMJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- e S R
30.0 3.103.203.303.403.50
m/z 71.00 10.84%
O‘IJh\?fR‘u“H‘_‘H‘H“_‘H‘H‘w“H‘H‘w‘u“‘ e TR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50

8270E-BP122821.M Wed Jan 05 13:22:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 2-Pentanone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.146 2.21 ng 407485  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
3 2,3-Butanedione 86 C4H602 000431-03-8 9
4 Propane, 2-(ethenyloxy)- 86 C5H100 000926-65-8 5
5 Acetic acid ethenyl ester 86 C4H602 000108-05-4 4

Abundance  Scan 27 (3.146 min): BP008675.D\data.ms (-23) (-) m/z 43.00 100.00%

3.0
5000 L/\L
T
3.20 3.40
Olprrr L 1811940 282.03430 4151 4998  m/z 85.95  20.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1923: 2-Pentanone
43.0
5000 L L L B B
3.20 3.40
m/z 58.00 8.77%
O‘\\l\J“‘\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1988: 2-Butanone, 3-methyl-
43.0
T
3.20 3.40
5000 m/z 41.00 8.02%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1861: 2,3-Butanedione T
43.0 3.20 3.40
m/z 71.00 7.37%
- J\/\Ju\
(O R o e e o B e R RN AN R B B S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40

8270E-BP122821.M Wed Jan 05 13:22:06 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 1-Pentene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
3.981 2.01 ng 369946 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 50
2 Pentane, 1-chloro- 106 C5H11C1 000543-59-9 50
3 1-Pentanol 88 C5H120 000071-41-0 50
4 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 47
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 40
Abundance Scan 169 (3.981 min): BP008675.D\data.ms (-163) (-) m/z 42.00 100.00%
42.0
T
1149 1 ‘ 3.60 3.80 4.00 4.20 4.40
Ol 1149 19082488 3430 42934860549,  n/; 55.00  86.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #631: 1-Pentene
42.0
5000 U L B B
3.60 3.80 4.00 4.20 4.40
“ m/z 41.00 65.89%
O‘\J\\“h\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5660: Pentane, 1-chloro-
42.0
T
3.60 3.80 4.00 4.20 4.40
5000 m/z 60.00 54.45%
1 s
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2349: 1-Pentanol P BARBERsEEEEE L
42.0 3.60 3.80 4.00 4.20 4.40
m/z 69.95 49.14%
h J\JL
0 ““‘Hww‘HH,‘HwHwww_www‘_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40

8270E-BP122821.M Wed Jan 05 13:22:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.999 3.71 ng 684660 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17
5 1,2-Butanediol 90 C4H1e02 000584-03-2 17

Abundance Scan 342 (4.999 min): BPO08675.D\data.ms (-337) (-)
43.0

5000
101.0

ol Al .4 20802686 3551 4264487.7546,

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

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000

” 101.0
|

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

Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-

m/z 43.00 100.00%

-

4.60 4.80 5.00 5.20 5.40
m/z 58.95 60.91%

-

4.60 4.80 5.00 5.20 5.40
m/z 100.95 26.55%

43.0
R RRRAREE LY
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.27%
101.0
o“AHl,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48846: 1,8-Nonanediol, 8-methyl- R e ARRS
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.34%
- /\J\i\/\/\/\_/\
‘l||\12\3'0
Ol e e e e e e

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

8270E-BP122821.M Wed Jan 05 13:22:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 5 unknown6.205 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.205 2.50 ng 461802 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1-dimethoxy-2-[(2,2-di... 210 C8H1804S 078102-16-6 38
2 3-(Methylthio)-2-butanone 118 C5H100S 053475-15-3 35
3 .alpha.-D-Glucopyranosiduronic a... 236 C9H1607 031506-19-1 32

4 Ethane, 1,1'-oxybis[2,2-dimethoxy- 194 C8H1805 078082-46-9 32

5 Acetic acid, TMS derivative 132 C5H1202Si 002754-27-0 27

Abundance Scan 547 (6.205 min): BP008675.D\data.ms (-535) (-) m/z 75.00 100.00%

78.0
5000 k
EEEREREEEEE R
H‘ ‘ & 102.9 266.9 3561 5.80 6.00 6.20 6.40 6.60
Olbrrrdblid 184.9292.9 2907 3501 4382 SHMC  n/z s55.00  88.41%

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

Abundance #87937: Ethane, 1,1-dimethoxy-2-[(2,2-dimethoxyethyl)th
78.0

%

5000 | LN R B R I
147.0 5.80 6.00 6.20 6.40 6.60
m/z 74.00  80.06%
” l 210.0
O‘\\‘\‘\Hh\\}“\W!\‘\\l\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9949: 3-(Methylthio)-2-butanone
75.0
RARRAEEAREREEREREREEE
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.00 43.10%
L50L |
Ol e e e

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

Abundance #119107: .alpha.-D-Glucopyranosiduronic acid, methyl 3- R REEEEEEEERE
75.0 5.80 6.00 6.20 6.40 6.60

m/z 46.95 29.66%

5000

~

145 0
H'\ H Lt ] \h 4.0

LN T L S — RS EREE.
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550  5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknown7.187 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.187 2.52 ng 464272  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dithiane 120 C4H8S2 000505-20-4 37
2 Disulfide, methyl 2-propenyl 120 C4H8S2 002179-58-0 27
3 2,3-Benzofurandione 148 C8H403 004732-72-3 17
4 Benzoic acid, 4-amino-, 2,2,6,6-... 290 C16H22N203 1000261-13-4 16
5 Silanol, trimethyl-, nitrate 135 C3HINO3Si 018026-82-9 16

Abundance Scan 714 (7.187 min): BP008675.D\data.ms (-708) (-) m/z 55.05 100.00%

55.0 120.0
5000
s Ra R
‘ 1939 6.80 7.00 7.20 7.40 7.60
o Mls) | 1999 282834183986 4996 1/, 119.95 83.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10488: 1,2-Dithiane
53.0
120.0
5000 DL R L B I
6.80 7.00 7.20 7.40 7.60
m/z 56.10 57.52%
O \\U‘I““\H\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10501: Disulfide, methyl 2-propeny!
41.0
120.0 REREE R SRR e
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.00 50.19%
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26802: 2,3-Benzofurandione R
120.0 6.80 7.00 7.20 7.40 7.60
m/z 39.00 32.16%
5000
61.0
T — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 7 unknown7.952 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.952 3.41 ng 628387 1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol 130 C8H180 058175-57-8 35
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 32
32,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 22
5 2,2-Dimethylhex-4-enylamine 127 C8H17N 133885-74-2 16

Abundance Scan 844 (7.952 min): BP008675.D\data.ms (-839) (-) m/z 57.05 100.00%
57.0

—

5000
168.1 L
“ ‘ 7.60 7.80 8.00 8.20
oAbl L1, 2810 387.0417.2 | 5272 ./, 41 06  43.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15693: 2-Propyl-1-pentanol
57.0
5000 LI L LA LA B R
7.60 7.80 8.00 8.20
\ m/z 43.00 35.27%
O‘\\”\H\"W‘H"\‘H\‘H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

2

Abundance #15685: 1-Hexanol, 2-ethyl-
R EARRREE R
7.60 7.80 8.00 8.20
5000 m/z 55.00 31.83%
o L1 20s m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #104612: 2,4,4,6,6,8,8-Heptamethyl-1-nonene e A RARSa R
57.0 7.60 7.80 8.00 8.20
m/z 83.10 30.07%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP122821.M Wed Jan 05 13:22:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 8 unknown8.246 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.246 2.55 ng 471072  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sorbic Acid 112 C6H802 000110-44-1 30
2 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 27
3 Thiophene, 3-ethyl- 112 C6H8S 001795-01-3 27

4 3-Hexene-2,5-dione 112 C6H802 004436-75-3 27
5 3-Thiopheneacetic acid 142 C6H602S 006964-21-2 25

Abundance Scan 894 (8.246 min): BP008675.D\data.ms (-887) (-) m/z 43.00 100.00%

43.0
112.0
5000

M | 20005671 8.00 8.20 8.40 8.60
L 20002671 3411 4481 5344 . 97 65 88.03%

ol 4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7196: Sorbic Acid
97.0
5000 L B I B L LA R B
39.0 8.00 8.20 8.40 8.60
m/z 100.05 58.18%
O‘\\‘quf’lildh\“l‘\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7289: Thiophene, 2-ethyl-
97.0
R BANERaREREs
8.00 8.20 8.40 8.60
5000 ITI/Z 112.00 56.28%
39,0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7286: Thiophene, 3-ethyl- R RARESEE SRR
97.0 8.00 8.20 8.40 8.60
m/z 57.00  54.15%
5000
39,0 J
oot S T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

8270E-BP122821.M Wed Jan 05 13:22:11 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl©.510 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.510 22.24 ng 5604800 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 40
2 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 35
3 1,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 33
4 Thiophene, 2,3-dichloro- 152 C4H2C12S 017249-79-5 25
5 2-Heptenoic acid, methyl ester 142 C8H1402 022104-69-4 18

Abundance Scan 1279 (10.510 min): BPO08675.D\data.ms (-1265) (- m/z 151.95 100.00%
151.9

>

87.0
5000
T T
Il 050
ob Ll | 22112838 3561414747335317 | g6 95 s59.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29614: 1,2,5-Trithiepane
152.0
59.0
5000 —
10.50
m/z 55.00 44.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29752: 2-Chlorobenzimidazole
152.0
— ‘
10.50
5000 ITI/Z 88.00 30.32%
90.0
eI
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29622: 1,2,4-Trithiolane, 3,5-dimethyl- —= ‘
152.0 10.50
m/z 59.00 23.67%
59.0
5000
N 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50

8270E-BP122821.M Wed Jan 05 13:22:12 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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@ unknownll.263 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.263 2.19 ng 551091 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-mercapto-2-met... 120 C4H802S 004695-31-2 35
2 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H1652 110690-22-7 25
3 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 22
4 Glucopyranoside, methyl 4-deoxy-... 266 C11H19F06 030694-48-5 22
5 Propanoic acid, 2,3-dihydroxy- 106 C3H604 000473-81-4 18
Abundance Scan 1407 (11.263 min): BPO08675.D\data.ms (-1399) (- m/z 75.00 100.00%
75.0
5000
176.0
— =
11.00 11.50
0 282.1341.9 414.8 518.6 m/z 55.00 88.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10476: Propanoic acid, 2-mercapto-2-methyl-
78.0
5000 — ——
11.00 11.50
’ m/z 87.00 50.34%
0 WLW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51407: (E)-1-(But-1-en-1-yl)-2-(sec-butyl)disulfane
55.0 120.0
G —
11.00 11.50
5000 m/z 129.00 46.42%
| ‘ ‘ 177.0
0 J“‘“h‘“m“lu‘mwmwmwmwm‘mWm‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10088: Propane, 1,1-dimethoxy-2-methyl- e ~
75.0 11.00 11.50
m/z 88.00  38.32%
5000 J\
0H\‘\m“u‘\\‘uu‘u\\‘uu‘uu‘uu‘uu‘\u\‘uu‘uu‘\ ; ‘J\\J\\‘ ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP122821.M Wed Jan 05 13:22:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 11 unknownl1l.698 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.698 2.35 ng 591850  Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 38
2 Benzenebutanoic acid, ethyl ester 192 C12H1602 010031-93-3 35
3 Vinyldimethyl(N-methylcarbamoylo... 173 C7H15N02Si 120491-43-2 32
4 (E)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-22-7 30
5 Undecanoic acid, 2-methyl-, meth... 214 C13H2602 055955-69-6 27

Abundance Scan 1481 (11.698 min): BPO08675.D\data.ms (-1476) (- m/z 88.00 100.00%
88.0

-

5000
176.1
e S
HW ‘ ‘ 249.2  355.0414.9472.8533.9 1150 1200
ol dd 2992 850.0414.9472.85339  m/z s55.00  80.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2335: 2,2-Dimethylthiirane
88.0
5000 — ——
11.50 12.00
m/z 89.00 52.39%
29.
O I‘l\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66646: Benzenebutanoic acid, ethyl ester
88.0
P —
11.50 12.00
5000 m/z 176.05 26.83%
147.0
o_m‘L Mmw‘u‘w‘HHWH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #48577: Vinyldimethyl(N-methylcarbamoyloxymethyl)silar e e
88.0 11.50 12.00

m/z 74.95 22.93%

5000

N

by 1230
0 el e —— ——
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP122821.M Wed Jan 05 13:22:13 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 12 unknownl14.422 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.422 4.86 ng 1712400  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenoic acid, methyl ester 142 C8H1402 022104-69-4 22
2 1,3-Dioxolane, 2-methyl-2-(3-met... 158 C9H1802 014447-30-4 22
3 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 14
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyl... 498 C22H42012 1010351-90-5 14
5 2-0-Methyl-d-xylose 164 C6H1205 1000130-01-3 14

Abundance Scan 1944 (14.422 min): BP008675.D\data.ms (-1936) (- m/z 87.00 100.00%

87.0 152.0
5000

21 0 14 50
0 bl “,\‘ b 2679 341.3399.64588 5245 /7 152.00  88.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22750: 2-Heptenoic acid, methyl ester J\
87.0
5000
14. 50

m/z 55.00  75.51%

‘\\\\‘f\\\\I‘\\‘\‘\\l’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #35476. 1,3-Dioxolane, 2-methyl-2-(3-methylbutyl)-
87.0

o

14 50
: ‘ MA/L
O bbbt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0 14. 50

m/z 208.00  48.10%

5000 JL
R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 50

8270E-BP122821.M Wed Jan 05 13:22:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 13 unknownl6.857 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.857 2.43 ng 961987  Phenanthrene-d1e 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Fluoro-1H-pyrazolo[3,4-b]pyrid... 152 C6H5FN4 1034667-22-5 12
2 2,2,2-Trifluoro-1-(3-nitrophenyl... 221 C8H6F3NO3 000453-77-0 10
3 1H-Indazole, 5-chloro- 152 C7H5CIN2 000698-26-0 10
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 10
5 1,3-Dioxolane, 4-methyl-2-pentad... 298 C19H3802 054950-56-0 9

Abundance Scan 2358 (16.857 min): BPO08675.D\data.ms (-2354) (- m/z 152.00 100.00%

152.0
87.0
5000
240.0 — s
| ‘ | ‘ 1650 17.00
ob bbb L b (3815 41504760 54T 4/, g7 05 58.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #29732: 5-Fluoro-1H-pyrazolo[3,4-b]pyridin-3-amine
152.0
5000 = 0
16.50 17.00
m/z 55.00 54.28%
76#
O\\J\‘\J‘AIVMHHW“\\'\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100609: 2,2,2-Trifluoro-1-(3-nitrophenyl)ethanol
152.0
— —
16.50 17.00
5000 m/z 120.60  24.69%
77.0
{ ‘ 221.0
O bl et e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29755: 1H-Indazole, 5-chloro- T 7
152.0 16.50 17.00
m/z 88.00 22.96%
5000
63.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BP122821.M Wed Jan 05 13:22:15 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 14 unknownl7.016 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.016 2.07 ng 817044  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thieno[2,3-d]pyrimidin-4(1H)-one 152 C6H4N20S 014080-50-3 25
2 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803 000148-53-8 22
3 6-Mercaptopurine 152 C5H4N4S 000050-44-2 22
4 3,4-Diaminobenzoic acid 152 C7H8N202 000619-05-6 14
5 1-Allylglycine, N-propargyloxyca... 235 C12H13NO4 1000325-13-1 14

Abundance Scan 2385 (17.016 min): BPO08675.D\data.ms (-2381) (-  m/z 55.05 100.00%

55.0 152.0
5000

240.0
T T
s o0
Ol s L Ly 326.9386.7447.0506.9  p/; 152.00  98.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29729: Thieno[2,3-d]pyrimidin-4(1H)-one
152.0
5000 = ‘
17.00
m/z 87.00 67.03%
52.0
O‘\\‘\“Twrli{\d‘HM\\‘H\\‘H\\‘HH‘HH‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30032: Benzaldehyde, 2-hydroxy-3-methoxy-

3

152.0
T \
17.00
5000 m/z 120.00 62.06%
81.0
015-91.J|h.m‘m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29685: 6-Mercaptopurine T
152.0 17.00
m/z 240.00 30.91%
5000
45.0 ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP122821.M Wed Jan 05 13:22:16 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 15 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.163 7.09 ng 2803720  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2580 (18.163 min): BPO08675.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000
213.2
e ]
iz s
ol H\“‘“M“M |1 2011 341.0402.9 4761 5491 ./, 9. 00  76.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —T ==
18.00 18.50
} 157.0 m/z 43.05 73.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 63.42%
L 228.0
o HI““‘M'* \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 41.10 59.83%
5000
P 2140
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP122821.M Wed Jan 05 13:22:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 16 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.398 6.65 ng 2399060 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2790 (19.398 min): BPO08675.D\data.ms (-2786) (-  m/z 73.00 100.00%
3.0

5000

-

= —
19.00 19.50
oAl 2p9.1  403.0461.0522.1 m/z 43.05 81.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 — ——
19.00 19.50
‘ 284.0 m/z 60.00 76.01%
9.0
O‘\\"\ “‘ J’}J‘“lHJJ%F\f\\ J“l\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
= ——
19.00 19.50
5000 ITI/Z 55.00 72.43%
OL ‘ 199.0
o}?’:““ “M\Hip\.\\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 57.10 71.73%
5000
185.0
OJIJWhL\\*“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 17 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.486 90.53 ng 32654900  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 38
5 Oxoprophines 277 C17H11NO3 1000128-51-1 9
Abundance Scan 3145 (21.486 min): BPO08675.D\data.ms (-3139) (- m/z 277.10 100.00%
277.1
5000
199.0 1
T° s
Ol MO ek 380243824973 p/7 27810 35.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 L
21.50
77.0 199.0 m/z 199.00  18.99%
Ol‘-%\.o\\‘[‘\\“\\‘\\\\‘i‘\\\L\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
e
21.50
5000 m/z 201.00 18.35%
7.0 183.0
ool L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy =
277.0 21.50
m/z 183.00 17.29%
5000
o 183.0

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

N
=
a
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 18 1-cis-Vaccenoylglycerol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.904 24.97 ng 9006940  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-cis-Vaccenoylglycerol 356 C21H4004 020379-67-3 59
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 53
3 Docosyl octyl ether 438 C30H620 1000406-38-9 53
4 Eicosyl octyl ether 410 C28H580 1000406-38-8 50
5 9-Octadecenoic acid (Z)-, pentyl... 352 C23H4402 000142-57-4 47

Abundance Scan 3216 (21.904 min): BPO08675.D\data.ms (-3210) (-  m/z 57.10 100.00%

57.1
5000
H 264.1 ——
22.00
79.1 410.2
0 m_‘ wiw{l‘u“w" bbb 4 3818 747435334y 71,10 89.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265791: 1-cis-Vaccenoylglycerol
55.0 264.0
5000 L
22.00
”23-0 m/z 55.05 52.12%
3.0
oL LUl 338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
—r
22.00
5000 m/z 69.05  41.34%
} 264.0
0 ‘m\ul“‘h‘!N\LMmu S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321444: Docosyl octyl ether ——
57.0 22.00
m/z 83.10 41.20%
b MWAWAWVJMJNVwﬁ\mWAAV
"H‘H“_‘H‘H“_‘H‘H“_‘H‘H“_‘H‘H“_‘H“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0O@8675.D

Acqg On : 04 Jan 2022 22:40
Operator : CG/JU

Sample : M5338-07

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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... 3.075 2.9 ng 529955 1  7.887 3687490 20.0
2-Pentanone 3.146 2.2 ng 407485 1 7.887 3687490 20.0
1-Pentene 3.981 2.0 ng 369946 1 7.887 3687490 20.0
2-Pentanone, 4-... 4.999 3.7 ng 684660 1 7.887 3687490 20.0
unknown6. 205 6.205 2.5 ng 461802 1  7.887 3687490 20.0
unknown?7.187 7.187 2.5 ng 464272 1 7.887 3687490 20.0
unknown7.952 7.952 3.4 ng 628387 1 7.887 3687490 20.0
unknown8. 246 8.246 2.5 ng 471072 1  7.887 3687490 20.0
unknown10.510 10.510 22.2 ng 5604800 2 10.687 5039890 20.0
unknownl11.263 11.263 2.2 ng 551091 2 10.687 5039890 20.0
unknownl11.698 11.698 2.4 ng 591850 2 10.687 5039890 20.0
unknownl14.422 14.422 4.9 ng 1712400 3 14.516 7049840 20.0
unknownl16.857 16.857 2.4 ng 961987 4 17.263 7905530 20.0
unknownl7.016 17.016 2.1 ng 817044 4 17.263 7905530 20.0
n-Hexadecanoic ... 18.163 7.1 ng 2803720 4 17.263 7905530 20.0
Octadecanoic acid 19.398 6.7 ng 2399060 5 21.351 7214510 20.0
Triphenylphosph... 21.486 90.5 ng 32654900 5 21.351 7214510 20.0
1-cis-Vaccenoyl... 21.904 25.0 ng 9006940 5 21.351 7214510 20.0
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