LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9383.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.064 9 13 31 rVB 446356 679644 8.08% 0.846%
2 5.422 407 414 428 rBV 3129812 5199422 61.81% 6.474%
3 7.016 676 685 695 rBV 2910255 5340330 63.49% 6.649%
4 7.810 811 820 828 rBV 891076 1522293 18.10% 1.895%
5 8.969 1009 1017 1030 rVB 1898522 3442448 40.92% 4.286%

6 9.428 1091 1095 1105 rVB5 38505 84922 1.01%
7 10.399 1254 1260 1269 rBvV2 118059 243156 2.89%
8 10.604 1288 1295 1302 rBV 1078205 1962826 23.33%
9 13.075 1708 1715 1722 rBV 4153835 6605961 78.53%
10 14.122 1888 1893 1898 rBVv4 88540 153673 1.83%

©®0ONO®
N
B
B
R

11 14.451 1944 1949 1956 rVB 1524377 2389542 28.41%
12 15.022 2043 2046 2055 rVB 119068 224379 2.67%
13 15.904 2189 2196 2199 rBV2 600387 1467042 17.44%
14 15.951 2199 2204 2213 rVB 3824770 6121391 72.77%
15 16.251 2252 2255 2264 rVB 188961 313847 3.73%

ONRFkRON
00
N
N
B

16 16.510 2296 2299 2303 rVB 110610 147879 1.76%
17 16.610 2310 2316 2329 rVB3 802344 2084711 24.78%
18 16.763 2339 2342 2350 rVB 158850 256036 3.04%
19 17.216 2413 2419 2423 rBV 1786436 2843296 33.80%
20 17.281 2426 2430 2434 rVB 479720 689881  8.20%

O WONO®
w
iy
o
R

21 17.604 2481 2485 2498 rVB4 235526 454021 5.40%
22 17.898 2530 2535 2540 rVB3 206910 371828 4.42%
23 18.128 2569 2574 2580 rBV 919435 1347650 16.02%
24 18.386 2613 2618 2621 rBV 1378696 2282796 27.14%

ONPRFRPOO®
o))
~
00
B

25 18.433 2621 2626 2647 rVB 3656197 7794452 92.66% 705%
26 18.845 2693 2696 2700 rBV2 120265 171809 2.04% 0.214%
27 19.233 2758 2762 2771 rBV 334630 649317 7.72% ©.808%
28 19.363 2781 2784 2791 rVB 304090 414606 4.93% 0.516%
29 19.586 2819 2822 2825 rVB 190095 208293 2.48% 0.259%

30 19.792 2851 2857 2862 rBV 6338107 8411700 100.00% 10.474%

31 20.080 2902 2906 2915 rVB 304275 472666 5.62%
32 21.051 3067 3071 3077 rBV 703541 1055002 12.54%
33 21.321 3112 3117 3121 rBV 2819301 3748083 44.56%
34 21.457 3134 3146 3151 rBV3 1020236 2380832 28.30%
35 23.074 3410 3415 3427 rVB 1236726 2791781 33.19%

WNPRRO
o))
o))
~N
3R

36 23.727 3520 3526 3535 rVB2 1967219 4254587 50.58% 5.298%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP©©9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 24.386 3634 3638 3648 rVB 759805 1729768 20.56% 2.154%

Sum of corrected areas: 80311870
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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

Abundance TIC: BP009383.D\data.ms
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5.422
3000000 7.016

8.969

2000000

7.810
1000000 064

-

O \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 TIC: BP009383.D\data.ms
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2000000
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O

Time--> 12.00 12,50 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP009383.D\data.ms
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4000000 21.321
3000000

2000000
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0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.064 8.93 ng 679644  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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
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 13 (3.064 min): BP009383.D\data.ms (-9) (-)

m/z 73.00 100.00%

73.0
5000
RN R
‘ ‘ 3.103.203.303.403.50
|
ol MLl 14702070 28103413 43024878549! 124360 30.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T [T T[T T T[T T T[T T[T
3.103.203.303.403.50
‘ m/z 87.05 26.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T T e
3.103.203.303.403.50
5000 m/z 55.00 21.47%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- B RaREE A
73.0 3.103.203.303.403.50
m/z 71.05 11.04%
) L
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m‘uu‘\ S ARAAAREARARLERANEAREEREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.399  2.48ng 243156  Naphthalene-ds 16.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgH1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

054446-78-5 90
004439-24-1 64
018912-80-6 64

5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
Abundance Scan 1260 (10.399 min): BP009383.D\data.ms (-1254) (-  m/z 57.05 100.00%
57.0
— ——
|’1320 10.00 10.50
. I
o hhLLE320 2431 312.4 4226 489.3548! ./, 45,00  96.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
10.00 10.50
‘ m/z 41.05 40.01%
O‘HU‘ ‘Jiwlw‘i“\‘“\‘l:!_?%-‘o\\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.00 10.50
5000 ITI/Z 75.00 24.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether “ —
57.0 10.00 10.50
m/z 56.00 16.37%
- WWWWJ\MJ\M\M
‘ ‘11&0
o L 18O e —

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.251  2.210ng 313847 Phenanthrene-die 17.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403
3 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403
4 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1004
5 Benzen, 2-acetate-1,3-dimethoxy-... 236 C13H1604

Abundance Scan 2255 (16.251 min): BP009383.D\data.ms (-2252) (-
194.1

5000
91.0

I " .mhx“ﬂ Ly ‘ 253.0 324.9388.1 460.9 532.9

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

Abundance  #68804: (E)-2, 6 Dimethoxy-4-(prop-1-en-1-yl)phenol
94.0

o

5000
91.0

27.0 J Lt Hi |J h ” I

\H\’\\H‘\\H[\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #68758: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0

O

5000 91.0

2l PWWMMLMH“‘

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

Abundance  #68771: 2-Hydroxy-4-isopropyl-7-methoxytropone
194.0

O

5000

91.0

020675-95-0 91
006627-88-9 81
089647-85-8 59
001135-24-6 59
029540-10-1 53

m/z 194.10 100.00%

:

16.00 16.50
m/z 91.00 31.58%

:

16.00 16.50
m/z 179.00  20.12%

.

16.00 16.50
m/z 119.00  18.93%

:

16.00 16.50
m/z 131.00  15.94%

0 u el l \‘1 h Jl hl ‘

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

8270E-BP@30522.M Tue Mar 15 16:08:14 2022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
BP009383.D

: 14 Mar 2022 15:45

: CG/JU

: N1888-02

: 6 Sample Multiplier: 1

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

ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

k% ok ok % 5k ok % K
Peak Numb

16.610

1 (E)-4-
4-(1-H

Guaiac
6-Meth

Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->

1
2
3 1-Hydroxy-1-(4-methoxyphenyl)pro... 180 C10H1203
4
5

sk ok ok K ok K ok 3 oK oK K oK 3K ok K ok 3K oK ok K ok 3 ok K ok 3 oK ok K ok 3 oK K ok K ok ok K ok 3 oK 3 ok K ok ok K ok oK ok K oK ok Kk Kk

er 4 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 3
EstConc Area Relative to ISTD R.T.
1466 ng 2084710 Phenanthrene-d1e 17.216
5 Tentative ID MW MolForm CASH# Qual

(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 99
ydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 81
015482-29-8 49
059832-96-1 46
003222-47-7 46

ol, 4-butyl- 180 C11H1602
ylnicotinic acid 137 C7H7NO2

Scan 2316 (16.610 min): BP009383.D\data.ms (-2310) (-~ m/z 137.00 100.00%
137.0

%

77 / _
ul .‘h i ‘IM Ju | 16.50 17.00

il 1 2461 32613851 4609 5331 .. 189 10 61.22%

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

-

T ]
16.50 17.00

7
m/z 124.00  56.35%

5?‘Mm wthn

\\\\’\\\\‘1!\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

0 50 100 150 200 250 300 350 400 450 500 550

#54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0

L
\

%

— —
16.50 17.00
m/z 91.00 40.96%

77.0
Al \L h. ‘h‘ld ‘J I

L \\\\A\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
6 Sb 100 1%0 260 2%0 360 3%0 460 4%0 560 5%0
#54432: 1-Hydroxy-1-(4-methoxyphenyl)propan-2-one T T
137.0 16.50 17.00
m/z 77.00 27.27%

-

43.0

MHL”JL ‘

T
0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 Bicyclo[3.1.1]heptane, 2,6,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.281 4.85 ng 689881  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 70
2 Z,Z-2,15-0Octadecedien-1-0l1 acetate 308 C20H3602 1000130-95-1 59
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 53
4 Neophytadiene 278 C20H38 000504-96-1 47
5 Eicosen-1-o0l, cis-9- 296 C20H400 112248-30-3 46
Abundance Scan 2430 (17.281 min): BP009383.D\data.ms (-2426) (- m/z 68.05 100.00%
68.0
5000
o P
| Hﬁ 0 Jea 17.00 17.50
ol LLILLT 1950 263.1 34104000 47335383 1/, 95.95 73.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.,
55.0
5000 stk | e
17.00 17.50
’ an.o m/z 82.05 66.68%
O "\\\H]\\U‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209644: 7,Z-2,15-Octadecedien-1-ol acetate
41.0
F P
17.00 17.50
5000 m/z 43.10 65.90%
09.0
| ' 80
of LI L1, 2800 1 5070

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

Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- T T

55.0 17.00 17.50

m/z 69.05 63.06%

5000
123.0

H I \“ |

o - HHHILLL — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 6 1,2-Dipentylcyclopropene

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.604 3.19 ng 454021  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dipentylcyclopropene 180 C13H24 054467-84-4 60
2 Neophytadiene 278 C20H38 000504-96-1 55
3 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 25
4 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 25
5 2-Imino-4-methylpentanenitrile 110 C6H1ON2 1010197-39-6 25

Abundance Scan 2485 (17.604 min): BP009383.D\data.ms (-2481) (-

m/z 81.10 100.00%

81.1
5000
179.0 NA/\ L - T
\ ” ‘ 278.3 17.50 18.00
0 b “""'w“wkm_m_‘?ﬁ??‘4‘2‘91”‘595”3"“‘ m/z 68.05 76.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55006: 1,2-Dipentylcyclopropene
68.0
5000 — asll
17.50 18.00
m/z 43.05 75.24%
MH ‘ 180.0
O\\‘\‘\ !H“\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #171299: Neophytadiene
68.0
—— —
17.50 18.00
5000 ITI/Z 82.05 70.86%
7.
[T 27eo
ok L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #43400: 4a(2H)-Naphthalenemethanol, octahydro- —— —
81.0 17.50 18.00
m/z 57.10 67.40%
- M
‘ h 138.0
N o .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP@30522.M Tue Mar 15 16:08:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031422\
Data File : BP@@9383.D

Acqg On : 14 Mar 2022 15:45

Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: 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

7 trans-Sinapyl alcohol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.898 2.62 ng 371828 Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 87
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 78
3 Desaspidinol 210 C11H1404 000437-72-9 38
4 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 25
5 9-Methyl-1-phenazinol 210 C13H1eN20 013860-43-0 25

Abundance Scan 2535 (17.898 min): BP009383.D\data.ms (-2530) (-

m/z 210.10 100.00%

210.1
74.0
5000
149.0
— ——
2701 3551 17.50 18.00
0! Whadg 00 33514149 5031 m/z 167.05  92.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 — —
14 17.50 18.00
77.0 H m/z 74.00  60.24%
O ‘ TT % g“Uh"‘!L‘“Lllunlm“lhA“ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
— ——
17.50 18.00
5000 77.0 ITI/Z 114.00 44 ,49%
149.0
R L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86873: Desaspidinol “ ——
167.0 17.50 18.00
m/z 87.00 40.88%
h JJJL
69.0
O R o B B & R ARARR — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP@30522.M Tue Mar 15 16:08:21 2022

Page:
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

: 14 Mar 2022 15:45
: CG/JU
: N1888-02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031422\
BP009383.D

: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 8 n-Hexadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.128 9.48 ng 1347650  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2574 (18.128 min): BP009383.D\data.ms (-2569) (-

5000

L 213.2
“HH\M wimn t81o341040024609 535.0

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

o

Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000
1IN
O‘\\ll\l\“ \l\““\h\“l\\“\\l\“\“HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

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

Abundance #92068: Tridecanoic acid
73.0
5000
‘ P 2140
o_‘\‘ p ‘MM‘Hqum“‘um‘HH_‘H_wwwww

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

m/z 73.00 100.00%

—

18.00 18.50
m/z 60.00 73.50%

%

18.00 18.50
m/z 43.10 70.27%

-

18.00 18.50
m/z 57.05 60.29%

—

18.00 18.50
m/z 55.00 56.62%

é.

dsolldliso

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

8270E-BP@30522.M Tue Mar 15 16:08:23 2022

T —
18.00 18.50

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 9 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.386 16.06 ng 2282800 Phenanthrene-d1e 17.216

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204
2 trans-Sinapaldehyde 208 C11H1204
3 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603
4 Thieno[3,2-b]thiophen-2(5H)-one,... 208 C8H4N20S2
5 1H-Purine-2,6-dione, 1-ethyl-3,7... 208 C9H12N402

Abundance Scan 2618 (18.386 min): BP009383.D\data.ms (-2613) (-

087345-53-7 96
004206-58-0 92
1000122-70-6 58
1000221-86-3 43
039832-36-5 43

m/z 208.10 100.00%

208.1
5000 137.9
77.0 — —
i}‘ H 18.00 18.50
ol LMLl LA, | 2811 ss5.1 4302 5029 L ies ap 51,75
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 = —
18.00 18.50
65.0 137.0 l m/Z 137.00 39.10%
O T \“\”}H\\A}th\“'\““m\ MJ“hl“‘l \u‘ rTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
o e
18.00 18.50
5000 ITI/Z 180.10 28.13%
137.0
77.0
0 "\JbQHMJMM\LJw‘!‘JM;IM‘! T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol — —
208.0 18.00 18.50
m/z 77.00 25.84%
137.0
5000
43.0
0 = =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP@30522.M Tue Mar 15 16:08:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031422\

Data File : BP©©9383.D

Acqg On : 14 Mar 2022 15:45

Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 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 10 cis-Sinapyl alcohol Concentration Rank 1

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

18.433 54.83 ng 7794450  Phenanthrene-d10 17.216
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 93
3 Syringylacetone 210 C11H1404 019037-58-2 64

4 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403
5 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1@N20

Abundance Scan 2626 (18.433 min): BP009383.D\data.ms (-2621) (-

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->

014059-92-8 60
057636-32-5 46

m/z 167.10 100.00%

167.1
77.0
—

WL h ‘ I h il “ 281.0343.2400.9 474.9 549 16.50
b )L 2010 34324000 4749 919 m/z 210.10  98.98%
0 50 100 150 200 250 300 350 400 450 500 550

#86880: trans-Sinapyl alcohol
210.0
—r—
14 18.50
77.0 H m/z 154.80 36.73%
%!”““‘Ji“l“l“"m“h”‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
0 50 100 150 200 250 300 350 400 450 500 550
#86878: cis-Sinapyl alcohol
210.0
—=
18.50
77.0 5 m/z 149.00  31.14%
st\n,”MM!
0 50 100 150 200 250 300 350 400 450 500 550
#86874: Syringylacetone —
167.0 18.50
m/z 77.00 27.91%
43.0 ' 106 ‘ J/L\
0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP@30522.M Tue Mar 15 16:08:26 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031422\
Data File : BP@@9383.D

Acqg On : 14 Mar 2022 15:45

Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

TIC Library

: 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 11 Octadecanoic acid

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.363 2.21 ng 414606  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 n-Decanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
172 C1eH2002

000057-11-4 99
001002-84-2 90
000544-63-8 59
000334-48-5 58

5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 58
Abundance Scan 2784 (19.363 min): BP009383.D\data.ms (-2781) (- m/z 73.00 100.00%
73.0
5000
241.2
P —
‘ } \ 19.00 19.50
0l x'u'?‘“*‘“d MY h_‘m?"f‘ﬂ?”“4‘2“9“1“‘??‘?5“9 m/z 43.10  86.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
19.00 19.50
H 185.0 284.0 m/z 60.00 75.39%
O\"\H‘ ‘1"\[‘H“‘!H\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
P —
19.00 19.50
5000 m/z 57.10 68.78%
‘ 143.0 242.0
ML,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.00 59.50%
5000
L 228.0
143.0 \
““I’ }h IJ H‘un‘un\
O ol e e e e e - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP@30522.M Tue Mar 15 16:08:28 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.080

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.080 2.52 ng 472666  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecenal 182 C12H220 004826-62-4 43
2 Pyrrolo[1,2-a]pyrazine-3-propana... 225 C1@H15N303 1000142-42-0 40
3 3-(Allylamino)propanenitrile, N-... 152 C8H12N20 1000475-61-4 38
4 2-Undecenal 168 C11H200 002463-77-6 32
5 2-Decene, 3-methyl-, (Z)- 154 C11H22 074630-26-5 27

Abundance Scan 2906 (20.080 min): BP009383.D\data.ms (-2902) (-

70.1
208.1
5000
0 J““\,A 1990 || 2820 3671 4511 548
e b A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56822: 2-Dodecenal
7Q0.0
5000
0o
O‘\\‘\‘ ‘J‘\“J\\\li"\ﬂ\h\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #105033: Pyrrolo[1,2-a]pyrazine-3-propanamide, 2,3,6,7,
70.0

208.0
5000

MhhAléﬁw\ |

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

Abundance #29907: 3-(Allylamino)propanenitrile, N-acetyl-
70.0

o

5000

152.0

m/z 70.10 100.00%

-

—
20.00
m/z 208.10 53.61%

5

—
20.00
m/z 69.00 34.11%

:

—
20.00
m/z 96.00  28.42%

r

—
20.00
m/z 41.10 27.01%

g

LY SR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP@30522.M Tue Mar 15 16:08:33 2022

T
20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.051 5.63 ng 1055000 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87

Abundance Scan 3071 (21.051 min): BP009383.D\data.ms (-3067) (-
57.1

5000

149.0 261 1
h}

il A . L, 327. 0 415 1475.0 545.:

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

o

Abundance #104594: Cyclohexadecane
55.0
5000
‘ th 2240
0 H\ [ |

] \H‘H\r‘\\\\‘\\\\‘H\\‘\H\‘\H\‘\\H‘\\H‘H\\‘\

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

Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000
\ 238.0
o_w\km R S

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

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0

5000

Hﬂx L 356.0

m/z 57.10 100.00%

3

21.00
m/z 83.05 90.27%

%

21.00
m/z 55.00  82.28%

3

21.00
m/z 43.10 77.39%

-

21.00
m/z 69.10 76.54%

o"‘M‘H‘w‘H"_HwmmHww_m‘www
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP@30522.M Tue Mar 15 16:08:35 2022

!
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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 unknown21.457 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.457 12.70 ng 2380830  Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1,1-trifluoro- 84 C2H3F3 000420-46-2 7
2 (92,127,15Z)-(E)-3,7-Dimethyloct... 414 C28H4602 1000412-97-8 7
3 Cyclopropanecarboxylic acid chlo... 104 C4H5C10 004023-34-1 4
4 4-Geranyloxy-3-hydroxy-5-methoxy... 332 C19H2405 076878-70-1 4
5 2,6-Dimethylhept-5-en-1-yl, lino... 402 C27H4602 1000466-20-9 4
Abundance Scan 3140 (21.457 min): BP009383.D\data.ms (-3134) (- m/z 69.05 100.00%
69.0
5000 277.1 J\JL
’ 149.1 21,50
S (P PRVOWE L X 1 3411 410347515373 1/, g1.00  51.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1491: Ethane, 1,1,1-trifluoro-
69.0
5000 T
21.50
m/z 277.10  43.39%
0 ‘\"\"\U\Ii‘\ T T T T[T T T T[T T[T T[T T[T T[T [T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310588: (9Z,12Z,15Z)-(E)-3,7-Dimethylocta-2,6-dien-1-y
69.0
=
21.50
5000 m/z 41.10 21.21%
136.0 277.0
0 o \\4 HH. \I\ A Jl " 2070 ‘l 345.0 414.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5274: Cyclopropanecarboxylic acid chloride ——
69.0 21.50
m/z 278.10  14.53%
5000 /L
04"9\1\\"\"\‘ e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP@30522.M Tue Mar 15 16:08:36 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetracosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.074 13.12 ng 2791780  Perylene-d12 23.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3415 (23.074 min): BP009383.D\data.ms (-3410) (-

3

m/z 83.10 100.00%

%

5000
23.00
281.0
ow‘uﬁf"n-m“‘?’E’f’l43’024891548 m/z 97.05 96.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T
23.00
m/z 57.10 95.67%
3.0
O‘\\"\l\“\‘\\\‘\\\L:\L\‘A\'\\‘l\l“%\‘l\l\zils\?.\o\‘l\\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
U
23.00
5000 ITI/Z 69.05 85.23%
soilllpso zms
L R A RARERREETE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 7 ‘
55.0 23.00
m/z 55.05 81.12%
5000
d 5.0
ol 4l \,h.19602660
"H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H‘H‘w‘u‘_‘u“ —

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

8270E-BP@30522.M Tue Mar 15 16:08:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane, 11-decyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.386 8.13 ng 1729776  Perylene-di12 23.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
2 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31422\
Data File : BP0@9383.D

Acqg On : 14 Mar 2022 15:45
Operator : CG/JU

Sample : N1888-02

Misc

ALS vial : 6 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... 3.064 8.9 ng 679644 1 7.810 1522290 20.0
Ethanol, 2-(2-b... 10.399 2.5 ng 243156 2 10.604 1962830 20.0
(E)-2,6-Dimetho... 16.251 2.2 ng 313847 4 17.216 2843300 20.0
(E)-4-(3-Hydrox... 16.610 14.7 ng 2084710 4 17.216 2843300 20.0
Bicyclo[3.1.1]h... 17.281 4.8 ng 689881 4 17.216 2843300 20.0
1,2-Dipentylcyc... 17.604 3.2 ng 454021 4 17.216 2843300 20.0
trans-Sinapyl a... 17.898 2.6 ng 371828 4 17.216 2843300 20.0
n-Hexadecanoic ... 18.128 9.5 ng 1347650 4 17.216 2843300 20.0
3,5-Dimethoxy-4... 18.386 16.1 ng 2282800 4 17.216 2843300 20.0
cis-Sinapyl alc... 18.433 54.8 ng 7794450 4 17.216 2843300 20.0
Octadecanoic acid  19.363 2.2 ng 414606 5 21.322 3748080 20.0
unknown20.080 20.080 2.5 ng 472666 5 21.322 3748080 20.0
Cyclohexadecane 21.051 5.6 ng 1055000 5 21.322 3748080 20.0
unknown21.457 21.457 12.7 ng 2380830 5 21.322 3748080 20.0
Cyclotetracosane 23.074 13.1 ng 2791780 6 23.727 4254590 20.0
Heneicosane, 11... 24.386 8.1 ng 1729770 6 23.727 4254590 20.0
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