LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc :

ALS vial : 4 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@9400.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.058 8 12 36 rVB 327812 722287 2.54% 0.581%
2 5.422 404 414 431 rBV 3444740 5658012 19.87% 4.548%
3 7.010 675 684 700 rBV 3175527 5757299 20.22% 4.628%
4 7.810 814 820 829 rVB 863934 1447119 5.08% 1.163%
5 8.963 1008 1016 1026 rBV 2037477 3690364 12.96% 2.966%

6 10.604 1288 1295 1302 rBV 1139506 2016747 7.08%
7 13.075 1708 1715 1729 rBV 5791650 9028437 31.71%
8 14.451 1943 1949 1956 rBV 1750943 2758999 9.69%
9 15.586 2123 2142 2165 rBV 5658071 28474940 100.00% 22.
10 15.951 2198 2204 2212 rVB 4855232 7557714 26.54%

ANNNBR
N
[y
©
R

11 16.616 2311 2317 2327 rVB3 498353 1201436  4.22%
12 17.210 2413 2418 2424 rBV 2285949 3531383 12.40%
13 18.122 2568 2573 2580 rBV 1206957 1911527 6.71%
14 18.380 2613 2617 2621 rBV 1049920 1656491 5.82%
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w
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R

15 18.433 2621 2626 2641 rVB 2186971 4492187 15.78% 611%
16 19.227 2756 2761 2769 rVB3 300496 709168 2.49% ©.570%
17 19.321 2771 2777 2780 rVV 401276 923879 3.24% ©.743%
18 19.363 2780 2784 2786 rVV 677922 1092479 3.84% ©.878%
19 19.392 2786 2789 2803 rVB 984386 1770876  6.22%  1.423%
20 19.786 2851 2856 2862 rBV 11065532 15107127 53.05% 12.143%

21 20.080 2902 2906 2915 rVB3 308485 540335 1.90% 0.434%
22 20.733 3014 3017 3025 rVB 285139 497791  1.75%  0.400%
23 21.051 3067 3071 3077 rBV3 530790 898067 3.15% ©.722%
24 21.321 3112 3117 3130 rVB 3640655 5278136 18.54% 4.243%
25 21.445 3133 3138 3143 rBV 3337285 4995489 17.54% 4.015%
26 23.733 3520 3527 3538 rVB 2684741 6223532 21.86% 5.002%
27 26.274 3952 3959 3977 rVB4 1533578 6467339 22.71% 5.198%

Sum of corrected areas: 124409160
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Mar 2022 16:15
: CG/JU
: N1913-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031522\
BP009400.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library
TIC Integra

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009400.D\data.ms

5.422 7.010

8.963

7.810 10.604

058

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

1e+07

8000000

6000000

4000000

2000000

TIC: BP009400.D\data.ms
19.786

13.075 15.586

20.080

0
Time-->

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

Abundance

le+07

8000000

6000000

4000000

2000000

0
Time--> 20

TIC: BP009400.D\data.ms

21532445
23.733

Ml274

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-BP@3052
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031522\

BP00©9400.D
: 15 Mar 2022 16:15
: CG/JU
: N1913-01
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6

R.T. EstConc Area Relative to ISTD R.T.
3.058 9.98 ng 722287 1,4-Dichlorobenzene-d4 7.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 12 (3.058 min): BP009400.D\data.ms (-8) (-) m/z 73.00 100.00%
73.0
5000 J\
N RN ARy
‘ ‘ 3.103.203.303.403.50
b1 13291022 2688 34124008 489.25460 1 7 43.00  30.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R L L R B L
3.103.203.303.403.50
‘ m/z 87.05 25.49%
OAH‘WJ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RN RRARREERAN Ly
3.103.203.303.403.50
5000 m/z 55.05 21.86%
o‘““ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R ERERE N
73.0 3.103.203.303.403.50
m/z 71.00 9.96%
0\wwﬂm\\M\\w\\H‘\u\M\\w\\u‘\u\‘u\\w\\w\\u‘\ R RRRARSRARARRRERS SAEEET
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50

8270E-BP030522.M Wed Mar 16 12:38:02 2022

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.586 206.41 ng 28474900  Acenaphthene-di1e 14.451
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 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2142 (15.586 min): BP009400.D\data.ms (-2123) (- m/z 73.00 100.00%

3

5000
241.2

Fj

1714
|

“\ | 15.50
0k LLMM*V‘_“"H“3ﬁ%?493%‘?z595§35 m/z 43.10  77.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
129.0 ‘ : ‘

5000 \
15.50
’ 284.0 m/z 60.00  75.14%
O‘\\"\ " Hh“htXWl\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T [
15.50
5000 ITI/Z 57.05 69.03%
199.0
OLSL, isso |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid =T i
73.0 15.50

m/z 55.10  63.46%

5000
L 228.0
L ) \ml \ .

O e A ey e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.616 6.80 ng 1201440  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 95
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 74
3 (4-Methylphenylthio)acetone 180 C10H120S 001200-13-1 46
4 2-Propanone, 1-(4-hydroxy-3-meth... 180 C10H1203 002503-46-0 46
5 6-Methylnicotinic acid 137 C7H7NO2 003222-47-7 38

Abundance Scan 2317 (16.616 min): BP009400.D\data.ms (-2311) (- m/z 137.00 100.00%
137.0

5000

-

‘ J 071 16.50 17.00
L Uiy 280.9342.1 428.9488.1549. m/z 180.10  65.579

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

Q

%

5000
16.50 17.00
‘ m/z 124.00 56.91%
O‘\‘\T\)‘\Hm\‘\”\\‘w\\fhlhf‘\"\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
—— =
16.50 17.00
5000 ITI/Z 91.00 42.47%
77.0
o‘HJW“UH"“‘“H_‘H,Hu,mWm_m‘w_uwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54529: (4-Methylphenylthio)acetone T —
137.0 16.50 17.00
m/z 119.00  23.98%
h T J\L
olm'*hn,, : -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031522\

BP00©9400.D
: 15 Mar 2022 16:15
: CG/JU
: N1913-01
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.122 10.83 ng 1911530  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2573 (18.122 min): BP009400.D\data.ms (-2568) (- m/z 73.00 100.00%
5000 wwwﬁy/A\\mpNNm
2132 — —
m ‘ 18.00 18.50
ol LA MMJ‘\"‘H‘_"3}%%3‘79‘4‘42‘9“1‘467‘754?' 2 60.06 76.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — =
18.00 18.50
‘ 157.0 m/z 43.10 76.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.05 61.22%
H 1850 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid 7 —
73.0 18.00 18.50
m/z 55.05 60.10%
5000 185.0 \MRWM&N%/ANWVJJ\wV\
om“Hu!\ A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP030522.M Wed Mar 16 12:38:03 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.380 9.38 ng 1656490  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
3 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 42
4 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 42
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 42
Abundance Scan 2617 (18.380 min): BP009400.D\data.ms (-2613) (- m/z 208.10 100.00%
208.1
5000 137.0 JL
77.0 — S
‘ ‘ ‘ H 18.00 18.50
ob ALl | 28103409 403.1460.952L5 |/ 165 60 51.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 = —r=
18.00 18.50
65.0 1370 ‘ m/z 137.60  40.36%
O l”u‘\r"l“‘lm}l“hlJﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
— —
18.00 18.50
5000 ITI/Z 180.10 28.06%
137.0
77.0
17—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84365: 6-Amino-2-(4-methylpiperidin-1-yl)-3H-pyrimidin- “ —
208.0 18.00 18.50
98.0 m/z 77.00  25.52%
50001 41.0 ¢
0 HJ\J“AI’ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP030522.M Wed Mar 16 12:38:03 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP@@9400.D

Acqg On : 15 Mar 2022 16:15

Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 trans-Sinapyl alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.433  25.44 ng 4492190  Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 78
3 Syringylacetone 210 C11H1404 019037-58-2 58
4 4-Ethyl-2,6-dimethoxyphenol 182 C1eH1403 014059-92-8 46
5 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1@N20 057636-32-5 41

Abundance Scan 2626 (18.433 min): BP009400.D\data.ms (-2621) (- m/z 210.10 100.00%
210.1
5000 /#/J\\\
77.0 149
—==
HHH‘I W L ‘ 283.1341.0400.7460.8 549 1850
Ol AR | £69.2341.0400.7460.8 o491 m/z 167.18  97.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 1
14 18.50
77.0 ﬂ’ m/z 154.00  37.18%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
—
18.50
77.0 m/z 149.00  33.78%
5000 149.0
o}‘%ﬁ?l MHH'”\ N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone —
167.0 18.50
m/z 182.10 27.69%
5000
430106P ‘
L S SR s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP030522.M Wed Mar 16 12:38:03 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.227 4.02 ng 709168 Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 58
2 Benzonitrile, 3,4-dimethoxy- 163 C9HONO2 002024-83-1 47
3 Methyl 4-methylpentyl phthalate 264 C15H2004 1000373-82-6 43
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 42
5 3,5-Dimethylphenyl isothiocyanate 163 C9HONS 040046-30-8 38

Abundance Scan 2761 (19.227 min): BP009400.D\data.ms (-2756) (- m/z 105.00 100.00%

105.0
163.1
5000
T

%‘ J »go, 19.00 19.50
“H‘MHW%uH‘_‘H,??ﬁ“u%§4ﬂ9ﬁ9%9ufz425§43 m/z 163.10  77.28%

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

Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0

o

163.0

5000 — =)
19.00 19.50

m/z 202.05 36.68%

4%9‘
‘\\\!‘\\l\\‘\\\\‘\\\\’l\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39058: Benzonitrile, 3,4-dimethoxy-
163.0
=T

19.00 19.50
5000 m/z 77.00  26.48%
77.0

15.0
| |l
e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152926:

JH\IJHH ‘L \‘
. Methyl 4-methylpentyl phthalate T 7
163.0 19.00 19.50

m/z 55.00 9.75%

h A/\/\/W/\AVA

150, /70 1 2210
T

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Morpholine, 4-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.322 3.50 ng 923879  Chrysene-di12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 59
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 Ethanone, 1-[2-(dimethylamino)ph... 163 C10H13NO 010336-55-7 40
4 Glyoxylamide, N-phenyl- 163 C9H9ONO2 032331-52-5 38
5 1,3-Dioxolane, 2,4-dimethyl-2-ph... 178 C11H1402 004359-30-2 36
Abundance Scan 2777 (19.321 min): BP009400.D\data.ms (-2771) (- m/z 105.00 100.00%
105.0
163.1
5000
— —=
4&%’ 19.00 19.50
bbbl L2391 342.9402.24611 5372 n/; 163.10  72.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 e =
19.00 19.50
m/z 77.00  29.14%
0 f]\r‘\\\\‘\\\\‘\\\\\2‘\2\0\.\0‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
= —
163.0 19.00 19.50
5000 m/z 57.10 13.22%
7.0
Okl e ﬂmAJ&WVVK/«V$vA/\»M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38686: Ethanone, 1-[2-(dimethylamino)phenyl]- — —
163.0 19.00 19.50
940 m/z 43.10 9.85%
w WA—J\N
ouM\’x\, SR
m/z--> 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\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.392 6.71 ng 1770880  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 74
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 64

Abundance Scan 2789 (19.392 min): BP009400.D\data.ms (-2786) (- m/z 105.00 100.00%
105.0

—

5000
— =
179.0 19.00 19.50
o482 | R0 2532  355.1415.14752535.0  n/z 149.00  82.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000 — e
19.00 19.50
m/z 77.00 41.28%
ol 280, | 1179.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

N

T —
19.00 19.50
5000 m/z 150.00 8.98%

45,
J JJ dll J179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenz¢ = o
105.0 19.00 19.50
m/z 51.00 8.14%

o

-

5000

-

450 || 175.0236.0
O b b O 80

o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Hexadecane, 1-chloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.080 2.05 ng 540335 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 64
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 60
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
4 Hexacosane 366 C26H54 000630-01-3 52
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 49

Abundance Scan 2906 (20.080 min): BP009400.D\data.ms (-2902) (- m/z 57.05 100.00%
57.0

5000 ﬂJLM
208.1
T [
‘Wf-o 281.0 355.1 431.0 ‘ 20.90
bbb R b b 2050 2391 43104911849 /7 71,10 87.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148416: Hexadecane, 1-chloro-
57.0
5000 —— :
20.00
m/z 43.10 64.69%
O_MMMWﬁﬁ%ﬁ%mwwmwmwwmw
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
20.00
5000 m/z 85.05 64.06%

ob AL IPIO0 2110 2080

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

-

Abundance #59044: Dodecane, 4-methyl- T ‘
43.0 20.00
m/z 70.10 63.18%
5000
‘ 140.0
o_ﬂm,Iwﬂ_m!ww‘m"HwH_Wwwww —— ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
: BP009400.D
: 15 Mar 2022 16:15
: CG/JU
: N1913-01
: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Heneicosyl formate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.051 3.40 ng 898067 Chrysene-di2 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90

Abundance Scan 3071 (21.051 min): BP009400.D\data.ms (-3067) (- m/z 83.05 100.00%
163.1
LI
“ \ 261.1 21.00
oAb bl ‘” "‘Mu\‘ btk 3232 4291 8349 ., 57 19 95.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 ——
21.00
125.0 m/z 69.10  85.64%
||} gezo 2080
O\\\‘f ‘ \Tl“l\l\\‘\’\\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
LI
21.00
5000 m/z 97.10 81.47%
125.0
ol thil111 1} 1820 250.0308.0 3780
et "w“u,u‘w“u‘u“_‘u‘u“_‘u“u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)- — ‘
57.0 21.00
m/z 55.05 78.80%
5.0
ob LT 120 2800
H‘““‘H‘w“u,u‘w“u‘u“_‘u‘u“_‘u“u‘_ ——
m/z--> 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\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.445 18.93 ng 4995490  Chrysene-di12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 92
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 9
Abundance Scan 3138 (21.445 min): BP009400.D\data.ms (-3133) (- m/z 277.10 100.00%
277.1
5000 /L
199.0 LN
77\0 13910 l H 3 29.1 503 2150
Ol B3O 34LL 4291 5031y 278.10  32.85%
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 18.11%
Ol‘-%\.o\\‘[‘\\“\\‘\\\\’JI\\\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
=
21.50
5000 m/z 201.00 17 .86%
o 183.0
o‘*w,'\IH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h P
277.0 21.50
m/z 183.00  16.82%
5000
o 183.0
o‘HH“Hw‘MHJ‘,“‘H\“UhHW“Hw‘_m_wwww S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.274 20.78 ng 6467340  Perylene-d12 23.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 94
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 86
4 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 27
5 Norflurazon 303 C12H9C1F3N30 027314-13-2 25

Abundance Scan 3959 (26.274 min): BP009400.D\data.ms (-3952) (- m/z 43.10 100.00%

431
1451 213.2
5000 ' :

—_—
Olprrk, w‘ A8I1I547) mjz 213.15  75.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0

5000 T ——
26.00 26.50
414.0 m/z 145.05  75.13%
‘ ‘ ‘ ‘ 2550 329.0
O m ‘J‘. |‘l‘ ‘“‘ 1‘\ ‘\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
26.00 26.50
5000 07.0 ITI/Z 105.00 74 .47%

o

' 414.0
213.0 303.0
b MH ‘M“;'mwm'J :‘ \‘ H_H‘t “ | SR JL
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. T T
41.0 107.0 394.0 26.00 26.50

283.0 m/z 107.10  74.34%

Hui‘ W/\‘W

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

5000

O
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9400.D

Acqg On : 15 Mar 2022 16:15
Operator : CG/JU

Sample : N1913-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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... 3.058 10.0 ng 722287 1 7.810 1447120 20.0
Octadecanoic acid 15.586 206.4 ng 28474900 3 14.451 2759000 20.0
(E)-4-(3-Hydrox... 16.616 6.8 ng 1201440 4 17.210 3531380 20.0
n-Hexadecanoic ... 18.122 10.8 ng 1911530 4 17.210 3531380 20.0
3,5-Dimethoxy-4... 18.380 9.4 ng 1656490 4 17.210 3531380 20.0
trans-Sinapyl a... 18.433 25.4 ng 4492190 4 17.210 3531380 20.0
Oxybis(propane-... 19.227 4.0 ng 709168 4 17.210 3531380 20.0
Morpholine, 4-p... 19.322 3.5 ng 923879 5 21.321 5278140 20.0
2,2'-(Ethane-1,... 19.392 6.7 ng 1770880 5 21.321 5278140 20.0
Hexadecane, 1-c... 20.080 2.0 ng 540335 5 21.321 5278140 20.0
1-Heneicosyl fo... 21.051 3.4 ng 898067 5 21.321 5278140 20.0
Triphenylphosph... 21.445 18.9 ng 4995499 5 21.321 5278148 20.0
.beta.-Sitosterol 26.274 20.8 ng 6467340 6 23.733 6223530 20.0
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