LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc :

ALS Vvial : 22 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-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8431.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 316 321 329 rVB 111631 160861 4.72% 0.971%
2 5.346 395 401 413 rBV 846016 1378503 40.45% 8.319%
3 6.940 665 672 690 rBV 776371 1445221 42.41% 8.721%
4 7.740 802 808 818 rBV 207673 334491 9.81% 2.019%
5 8.904 998 1006 1026 rBV 510530 951170 27.91% 5.740%

6 10.540 1276 1284 1298 rBV 229690 431792 12.67% 2.606%
7 13.010 1696 1704 1722 rBV 1260858 2024638 59.41% 12.218%
8 14.392 1933 1939 1958 rBV 363500 596397 17.50%  3.599%
9 14.681 1981 1988 2005 rBV 77881 203356 5.97% 1.227%
10 15.898 2185 2195 2214 rBV 1016946 1705100 50.03% 10.290%

11 17.157 2403 2409 2415 rBV 458699 711922 20.89%  4.296%
12 18.063 2558 2563 2571 rBV 67791 111990 3.29% 0.676%
13 19.186 2747 2754 2766 rBV 53264 119942 3.52% 0.724%
14 19.304 2770 2774 2778 rBV2 29533 44348 1.30% ©.268%
15 19.539 2811 2814 2822 rVB 35477 52514 1.54% 0.317%

16 19.733 2841 2847 2856 rBV 2789203 3408018 100.00% 20.
17 20.974 3054 3058 3065 rBV 175797 267436  7.85%
18 21.268 3103 3108 3112 rBV 654880 887619 26.05%
19 21.380 3122 3127 3139 rBV 529345 813231 23.86%
20 23.633 3504 3510 3518 rVB2 459336 922270 27.06%

unphuuro
w
vl
~N
R

Sum of corrected areas: 16570819
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 01:09
: CG/IU
: M5018-49

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008431.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP008431.D\data.ms

5.346 6.940

8.904

10.540
4.875 7.740

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

2500000

2000000

1500000

1000000

500000

TIC: BP008431.D\data.ms
19.733

13.010
15.898

17.157

14.392
14.681 18.063 19,9880 53
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Time-->
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2500000

2000000

1500000

1000000

500000

0
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12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008431.D\data.ms

21.268
2

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22  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

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.875 9.62 ng 160861 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 12

Abundance Scan 321 (4.875 min): BP008431.D\data.ms (-316) (-) m/z 43.00 100.00%

43.0
5000
101.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
J ‘ 4.60 4.80 5.00 5.20
bbb 297,8260.9 343.4 415247525380  m/z 59.85  67.25%
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 L L L BN R
4.60 4.80 5.00 5.20
101.0 m/z 101.10 25.25%
O‘\\H\H\"\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 18.08%
O‘MMI"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R e R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.51%
5000
e
0 e e e e e e sl auus S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP121421.M Thu Dec 16 14:44:44 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22  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

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 3Juglone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.681 6.82 ng 203356  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Juglone 174 C10H603 000481-39-0 98
2 8-Quinolinol, 5-nitroso- 174 CO9H6N202 003565-26-2 43
3 1-(3-Pyridinylmethyl)-3-piperidi... 233 C13H19N30 1000469-14-3 38
4 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 38
5 2H-Furo[2,3-H]chromene-2,8,9-tri... 245 C12H7NO5 309742-40-3 38

Abundance Scan 1988 (14.681 min): BP008431.D\data.ms (-1981) (- m/z 174.00 100.00%

174.0
5000
92.0

T =
‘ | 14.50 15.00
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b L L 2eas 08 aso1 o o 1oc g ey

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48892: Juglone
174.0
/\ T

5000 . \
63.0 14.50 15.00

m/z 92.00 31.97%
N

\l‘JHJ I ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49857: 8-Quinolinol, 5-nitroso-
116.0174.0
J\ T

T
14.50 15.00

o

o

5000 m/z 62.95 30.61%
il
I T T O N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114857: 1-(3-Pyridinylmethyl)-3-piperidinamine, N-acety A Py
174.0 14.50 15.00

m/z 173.00  27.06%

5000 92.0 j\R
0 260 || || 2m0 .

—— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22  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

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.063 3.15 ng 111990  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2563 (18.063 min): BP008431.D\data.ms (-2558) (-  m/z 72.95 100.00%
3.0

3

5000
213.1
T \
UH] PF 91, p819 3551 429.1 18.00
0l il ‘M‘mem 2819 3551 4291 5108  n/z 60.00 93.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR 1
18.00
u 213.0 m/z 43.10 87.20%
O‘\\\\IH l‘"lh\“}\“‘\\\f‘\‘\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T \
18.00
5000 m/z 57.05 78.28%

otstL | UHN Wl \QTD

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

-

Abundance #179089: Octadecanoic acid
73.0 18.00
m/z 41.00 72.26%
5000
H 185.0  284.0
o_w"k‘p ‘JMJK«HMN“‘w‘HM‘H_Wwwww —
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\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22  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

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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.974 6.03 ng 267436  Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 1-Docosene 308 C22H44 001599-67-3 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 91
Abundance Scan 3058 (20.974 min): BP008431.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1
" WJ\NM
{ 1%50 L
21.00
193.0 2811
o_m‘HH\Mu%‘m‘_Hw‘“‘3?’9‘9““9‘1“1‘4?9‘95?9“5" m/z 55.10  91.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155959: 1-Nonadecene
57.0
5000 R
21.00
‘ 1p>0 250 m/z 43.10  84.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
——
21.00
5000 m/z 83.05 76.24%
o{m_@&m,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester T
57.0 21.00
m/z 69.10 70.54%
B ‘/\L
0 J\ >A| 2380 384.0
_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘w‘ —
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\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22  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

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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.380 18.32 ng 813231  Chrysene-di2 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17
5 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15N02 1000080-00-3 9

Abundance Scan 3127 (21.380 min): BP008431.D\data.ms (-3122) (- m/z 277.05 100.00%

277.1
5000
77.0 198.9 —
‘ l“ 21.00 21.50
o‘u‘q‘uuwuuq“m‘u‘w““§4%9§9%§H??%%‘§4% m/z 278.10  33.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.00 2150
77.0 199.0 m/z 198.95 21.61%
O]‘-%\\\J\\‘\\‘\\\\“\\\h\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
—
2100 2150
7.0 183.0
oheelbnbblrr b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 2100 2150
m/z 200.95 20.08%
5000
o 183.0
0 ‘ NI h ”l L :

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8431.D

Acqg On : 16 Dec 2021 01:09
Operator : CG/JU

Sample : M5018-49

Misc

ALS Vvial : 22 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-... 4.875 9.6 ng 160861 1 7.740 334491 20.0
Juglone 14.681 6.8 ng 203356 3 14.392 596397 20.0
n-Hexadecanoic ... 18.063 3.1 ng 111990 4 17.157 711922 20.0
1-Nonadecene 20.974 6.0 ng 267436 5 21.269 887619 20.0
Triphenylphosph... 21.380  18.3 ng 813231 5 21.269 887619 20.0
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