LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

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-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8078.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 23 rVB 1159637 1353753 17.11% 2.382%
2 5.411 404 412 420 rBV 2470139 3669705 46.38% 6.456%
3 6.840 644 655 664 rBVv6 47593 191990 2.43% 0.338%
4 7.005 675 683 693 rBV 2340870 3739234 47.26% 6.578%
5 7.822 815 822 829 rBV 452227 704754  8.91%  1.240%

6 8.981 1011 1019 1036 rBV 1417021 2340888 29.59%
7 10.410 1255 1262 1269 rBV 62383 113140 1.43%
8 10.622 1290 1298 1306 rBV 539635 930109 11.76%
9 13.087 1710 1717 1724 rBV 3056472 4514871 57.06%
10 14.463 1945 1951 1957 rBV 772932 1126181 14.23%
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11 15.293 2085 2092 2096 rBvV2 145448 251604 3
12 15.681 2152 2158 2160 rBV3 50529 107631 1
13 15.834 2176 2184 2190 rBVS5 62575 167262 2.11%
14 15.957 2199 2205 2214 rVB 2311100 3323550 42.
15 16.616 2311 2317 2327 rVB4 106153 229147 2
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16 17.222 2414 2420 2425 rBV 918438 1331047 16.82%
17 17.351 2438 2442 2448 rVB2 77308 133874  1.69%
18 17.628 2485 2489 2498 rVB 114627 179940 2.27%
19 18.122 2568 2573 2580 rBV 1004005 1326898 16.77%
20 18.187 2581 2584 2598 rVB 155375 235306 2.97%
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21 18.386 2613 2618 2621 rBV 168866 251651  3.18%
22 18.434 2621 2626 2628 rVV 301318 502731 6.35%
23 18.486 2630 2635 2647 rVB 482383 1448335 18.31%
24 19.239 2756 2763 2771 rBV 274475 492818 6.23%
25 19.357 2778 2783 2795 rBV 691542 989884 12.51%
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26 19.563 2814 2818 2819 rBV 148136 172276  2.18%
27 19.586 2819 2822 2831 rVB 264165 443294 5.60% 0.780%
28 19.786 2844 2856 2869 rVB 4983299 7911853 100.00% 13.919%
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29 20.469 2968 2972 2978 rBV 485930 589778 7.45% 1.038%
30 20.539 2980 2984 2987 rBV 310748 336638 4.25%  0.592%

31 20.692 3003 3010 3021 rBV 1077481 1907013 24.10%
32 20.992 3057 3061 3065 rBV2 182670 317370  4.01%
33 21.039 3065 3069 3075 rVVv2 523884 936809 11.84%
34 21.098 3075 3079 3086 rVB 825112 1037594 13.11%
35 21.233 3099 3102 3109 rVB 428999 477698  6.04%
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36 21.316 3109 3116 3120 rBV2 1585411 2790225 35.27%  4.909%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

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-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.357 3120 3123 3130 rVV 840400 1158236 14.64% 2.038%
38 21.451 3134 3139 3148 rVB 937389 1772760 22.41% 3.119%
39 22.157 3256 3259 3266 rVB 298942 371535 4.70%  0.654%
40 22.269 3272 3278 3285 rVB 688016 1404599 17.75% 2.471%
41 22.351 3286 3292 3300 rBvV2 421310 882329 11.15% 1.552%
42 22.427 3301 3305 3313 rVB2 703391 1047122 13.23% 1.842%
43 22.992 3396 3401 3405 rBV2 335468 639906 8.09% 1.126%
44 23.186 3428 3434 3441 rVB 525300 1132007 14.31% 1.991%
45 23.716 3518 3524 3531 rVB2 939813 1856723 23.47%  3.266%

Sum of corrected areas: 56842068
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008078.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.028 38.42 ng 1353750  1,4-Dichlorobenzene-d4 7.822

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (3.028 min): BP008078.D\data.ms (-3) (-)
3.0

m/z 73.00 100.00%

5000 K
AR Ramaa e
3.103.203.303.40

ob MLl 13201018 2670 3851 43024884546 " 4300  36.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

5000 UL R N R R R B

3.103.203.303.40
m/z 55.00 28.38%
O\\“\LU“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
3.103.203.303.40

5000 m/z 87.00 24.72%

o\H“,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRARREREEEEE
73.0 3.103.203.303.40
m/z 41.00 11.55%
5000 L
oH“L‘«‘“H“""‘_""‘m_m"‘H_Ww‘mww TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Camphene

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
6.840 5.45 ng 191990 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 87
2 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 005794-04-7 72
3 (+)-4-Carene 136 C1OH16 029050-33-7 58

4 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C10H16
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16

Abundance Scan 655 (6.840 min): BPO08078.D\data.ms (-644) (-)

016022-04-1 53
003387-41-5 52

m/z 93.00 100.00%

93.0
5000
PR e
35 ‘ ’ 1 2070 6.60 6.80 7.00 7.20
0 LLLAA9.82070 28083108 4252 S110  m/z 121.10  54.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17993: Camphene
93.0
5000 UL L B IR R LI B
6.60 6.80 7.00 7.20
“ m/z 79.05 47.11%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #18256. Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0
R S R
6.60 6.80 7.00 7.20
5000 ITI/Z 91.00 37.10%
OSSWIM,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18016: (+)-4-Carene R AREREEEs T
93.0 6.60 6.80 7.00 7.20
m/z 67.00 30.32%
5000 NV%WMWM%J\MJ\MMNNM
0361“%“‘,\1,
m/z--> 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.410 2.43 ng 113140 Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
4 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 50

5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202

Abundance Scan 1262 (10.410 min): BP008078.D\data.ms (-1255) (-
57.0

005314-41-0 50

m/z 57.00 100.00%

- WWJWNNWWx¢/\V»Mn»wwnAM
—r
“1309 10.50
ol L0 2069 271.0328.9 4009 4962 ./, 45,00  91.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
‘ m/z 41.60  35.99%
0‘\\”‘ "\I\‘i“\‘“\‘lj\-?%.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—r
10.50
5000 ITI/Z 75.00 20.57%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether —
57.0 10.50
m/z 43.00 15.11%
5000 WW
‘ ‘ 118.0
ol 80 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\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Tridecane, 1-iodo-

R.T. EstConc Area Relative to ISTD R.T.
15.834 2.97 ng 167262  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 68
2 11-Methylpentacosane 366 C26H54 015689-71-1 58
3 Tetracosane 338 C24H50 000646-31-1 58
4 Tricosane 324 C23H48 000638-67-5 58
5 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 58

Abundance Scan 2184 (15.834 min): BP008078.D\data.ms (-2176) (-
57.0

Concentration Rank 17

m/z 57.05 100.00%

" J/&\qx
— —
| \‘ | 15651 2251 3081 4160 4900549, 1550 16.09
O b bl bl S PR SR, m/z 71.10  73.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 = —
15.50 16.00
m/z 43.00 57.64%
’ 183.0
O\\‘\H\‘r‘Tl\\:\l-d‘l\ﬂwg“\\\\\‘\\\\‘\\\?\’}\O\.\O\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275548: 11-Methylpentacosane
57.0
— —
15.50 16.00
5000 m/z 85.10  45.55%
168.0
L2
obd MLl LT zoaossto
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane “ —
57.0 15.50 16.00
m/z 83.05 44.05%
h ;/\/\/J\/\/\/\fv_\/
117279 1970 2670 3300
R B RS B R R R AR — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
BP008078.D

: 22 Nov 2021 12:27

: CG/JU

: M4767-01

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 5 (E)-4-(3-Hydroxyprop-1-en-1...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.616 3.44 ng 229147  Phenanthrene-die 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 72
2 4-(1-Hydroxyallyl)-2- methoxyphenol 180 C10H1203 112465-50-6 68
3 1-Hydroxy-1-(4-methoxyphenyl)pro... 180 C10H1203 015482-29-8 46
4 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 43
5 Benzaldehyde, -2-ethoxy-5-methoxy 180 C10H1203 039206-04-7 41

Abundance Scan 2317 (16.616 min): BP008078.D\data.ms (-2311) (-

5000

o

m/z-->
Abundance

5000

O

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->

0

#54491: (E)-4- (3 Hydroxyprop-1-en-1-yl)-2-methoxyphen

m/z 137.00 100.00%
137.0

77.

%

16.50 17.00
210.1
”M ‘“ﬁ“‘”'w2809342141724891543' m/z 124.00  63.33%

50 100 150 200 250 300 350 400 450 500 550

137.

%

\ 1
16.50 17.00

m/z 91.10 52.03%

i ﬂ\ \n\ ‘\ i, |

0

\\\\’\\\\ WI\I[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
50 100 150 200 250 300 350 400 450 500 550
#54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0

2

\ 1
16.50 17.00

m/z 180.00 47.61%

77.0
ol \\ ‘l\ h ﬂ\ ‘\ I

0

50 100 150 200 250 300 350 400 450 500 550
#54432: 1-Hydroxy-1-(4-methoxyphenyl)propan-2-one 1 :
137.0 16.50 17.00

m/z 77.00 40.44%

N

Ll

\
0

N
w
o

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\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.122 19.94 ng 1326900  Phenanthrene-d10 17.222
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2573 (18.122 min): BP008078.D\data.ms (-2568) (-

m/z 73.00 100.00%

73.0
5000
213.2 — =
m } \ 18.00 18.50
obrdl Wwwml 4 B80S 3849 4753 544l ./, 60.00  88.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
18.00 18.50
2130 m/z 43.00 87.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 75.06%
171.0
o“‘ }HM,A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid = —
43.0 18.00 18.50
m/z 41.00 68.80%
5000
1200 2420
ol el e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 7 trans-Sinapaldehyde

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.387 3.78ng 251651 Phenanthrene-dio 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 Cl1H1208 004206-58-0 96

2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204
3 Acetic acid, (5-formyl-2-methoxy... 208 C11H1204
4 1H-Purine-2,6-dione, 1l-ethyl-3,7... 208 C9H12N402
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602

Abundance Scan 2618 (18.386 min): BP008078.D\data.ms (-2613) (-

087345-53-7 95
099865-67-5 46
039832-36-5 43
000121-00-6 42

m/z 208.05 100.00%

208.1
5000 137.0
77.0
= —
| ‘ ‘ n ” 18.00 18.50
Y l Gibbilah | 26703269 4021 4929 | i6c 00 56.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
5000 ~ -
137.0 18.00 18.50
77.0 m/z 137.00 41.02%
O\\A\m‘f“‘f“’”h“"{L“JL“T\“\”\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
- —
18.00 18.50
5000 ITI/Z 77 .00 30.78%
65.0 137.0 ‘
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #84511: Acetic acid, (5-formyl-2-methoxybenzyl) ester P —
165.0 18.00 18.50
m/z 180.05 30.57%
- 1 \/L
5.0
O'H"F”Jh = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP111921.M Tue Nov 23 15:16:00 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 8 trans-Sinapyl alcohol

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.433 7.55 ng 502731  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 Syringylacetone 210 C11H1404 019037-58-2 58
3 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 53
4 Desaspidinol 210 C11H1404 000437-72-9 52
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 46

Abundance Scan 2626 (18.434 min): BP008078.D\data.ms (-2621) (-
167.1

m/z 167.05 100.00%

%

5000
77.0
| ﬂ“\H ) nh i “ 272.0 340.5400.9 474.9533.9 1850
O bR L SR ST RS m/z 210.10  94.39%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 1
149.0 18.50
77.0 H m/z 154.00  34.28%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone
167.0
—
18.50
5000 m/z 149.00 30.48%
43.0 106.
o S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcohol T
210.0 18.50
m/z 77.00  29.94%
77.0
B 1l A’,\/\\J\f\‘\%\/~
ssllMalidil
0 M “\ H“\”u“ \m’ | ——

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

8270E-BP111921.M Tue Nov 23 15:16:01 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.486 21.76 ng 1448340  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90

Abundance Scan 2635 (18.486 min): BPO08078.D\data.ms (-2630) (-  m/z 57.10 100.00%
57.1

——
‘ ‘ 127.1 18.50
ob HULEET 1072 2721 355041504760 5481 1/, 7110 g5.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 U
18.50
m/z 43.10 55.72%
ol || 227:0 1970 2670 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275538: Hexacosane
57.0
——
18.50
5000 ITI/Z 85.10 45.50%
| 1 |} %0 1970 2670  366.0
o L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T
57.0 18.50
m/z 55.00 20.94%
5000 WMJ\\‘wmf//\\vﬂMNMN
117279 1970 2670 3300
R B e A ASAARSRRRREERRRRE —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP111921.M Tue Nov 23 15:16:02 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
19.357 7.10 ng 989884  Chrysene-di2 21.316
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404

Abundance Scan 2783 (19.357 min): BP008078.D\data.ms (-2778) (-

Concentration Rank 11

000106-11-6 64

m/z 73.00 100.00%

73.0
5000
185.1 — i
‘ ‘ 284.1 19.00 19.50
ok ML L \Me‘hu‘u_‘?’fl‘l‘p““(‘)OS 48895466 1/, 43.00 99.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
‘ 185.0 2840 m/z 57.05 87.96%
O\"\H‘ ‘1'\'[“”\1‘1\\“\\\\ \\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
= —r
19.00 19.50
5000 ITI/Z 59.95 86.87%
129.0 242.0
oWl
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 76.66%
5000
228.0
el
ob b "Mu‘mmw‘_m_m_WW_MW_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP111921.M Tue Nov 23 15:16:03 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Diisooctyl adipate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.539 2.41 ng 336638 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 93
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 92
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 62
5 Adipic acid, 3-methylbutyl nonad... 482 C30H5804 1000353-52-0 50

Abundance Scan 2984 (20.539 min): BPO08078.D\data.ms (-2980) (- m/z 129.00 100.00%

126.0
57.0
5000
H » 20.50
241.1 -
o“uaﬁﬁhﬂ“w_‘u,uu4_‘H?%3%‘f9ﬁ9“ﬂ$%3§4%- m/z 57.85 58.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279233: Diisooctyl adipate
129.0
57.0

5000 — :
20.50
’ m/z 55.00  40.72%
241.0
0 ‘le'wl’q\r} wu‘yru313'or37l'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279237: Hexanedioic acid, dioctyl ester
129.0
57.0 T 1
20.50
5000 m/z 70.05 39.69%
‘ 241.0
Ow*ikNLm$l*”LH*w“*wwhwgﬁqu‘H*\H*w**ww*w*w ﬂ\wm»nv¢NALJ\NﬁﬁM%J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester ——
129.0 20.50

m/z 71.10 34.69%

57.0
5000

-

J‘NLLﬁw ‘ 241.0 3130

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

o

8270E-BP111921.M Tue Nov 23 15:16:04 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Heptadecane, 9-octyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.692 13.67 ng 1907010  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 2-Methylpentacosane 366 C26H54 000629-87-8 95
3 2-Methyltetracosane 352 C25H52 001560-78-7 94
4 Triacontane 422 C30H62 000638-68-6 91
5 9-Methylheneicosane 310 C22H46 070475-51-3 91

Abundance Scan 3010 (20.692 min): BP008078.D\data.ms (-3003) (-

m/z 57.10 100.00%

57.1
5000
=5 =
1 20.50 21.00
ol LHAEL 2972 2670 so1sa0ma ars05371 T 91 10 ga.nox
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T T
20.50 21.00
m/z 43.10 56.55%
1 239.0
O\\“\‘\\\“\F\d\\HH‘\\\[!\\T[\WZ\QG‘\Q\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
— —
20.50 21.00
5000 m/z 85.10  48.53%
‘ 323.0
Ao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane = —
57.0 20.50 21.00
m/z 55.00  23.69%
5000
309.0
LTS e
0 H“H‘W‘HH‘VHMQMM«M“W¥‘A“H“H“_“w“u“ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP111921.M Tue Nov 23 15:16:04 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.992  2.27ng 317370 Chrysene-di2 21.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205
2 Benzamide, N-propyl- 163 C10H13NO
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403
4 Morpholine, 4-phenyl- 163 C1OH13NO

5 N-[4-(Toluene-4-sulfonylamino)-p... 366 C20H18N203S

Abundance Scan 3061 (20.992 min): BP008078.D\data.ms (-3057) (-

020109-39-1 72
010546-70-0 50
1000366-96-1 40
000092-53-5 33
1000317-49-7 27

m/z 105.00 100.00%

105.0
5000 163.1
—1—
210 21.00
btk by 223:1 296.9 36624291 49105481 /7 163.05  38.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 T
21.00
m/z 77.00 29.73%
45
0 \\rm‘I?r‘r'\“\‘\"\\|\\\\‘\9\.(\)‘\\\\‘\\3\4\3‘.\0\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38609: Benzamide, N-propyl-
105.0
=1
21.00
5000 ITI/Z 106.00 8.08%
163.0
41. l
0 et e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate =
105.0 21.00
m/z 51.00 5.78%
5000
163.0
ol 280 =i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP111921.M Tue Nov 23 15:16:05 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 14 Hexadecane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.039 6.71 ng 936809  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 56
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 50
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 49
4 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 49

5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404

Abundance Scan 3069 (21.039 min): BP008078.D\data.ms (-3065) (-
105.0

5000
o w)“\ 2070 5830355.0  474.9548.8
U L1 28303550 47495488
m/z—-> 0 50 100150 200 250 300 350 400 450 500 550 600 650
Abundance #107220: Hexadecane
57.0
5000
M ||1270 2260
O‘\\\\[\Wf\ HH’HH‘\\H\’H\\‘HH‘HH‘HH‘HH’H\\‘HH‘HH‘H

m/z--> 0 50 100150200 250300350400450500550 600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

5000

ol FFMH 2520 3690 648.1
-

|
P e

m/z--> 0 50 100150200250 300350400450500550 600650

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

5000

J n“#?6019602690

1000309-38-2 49

m/z 105.00 100.00%

-

21.00
m/z 57.05 60.83%

Z

21.00
m/z 163.05 60.30%

-

21.00
m/z 43.05 45.04%

-

21.00
m/z 71.05 34.96%

O 2 e e
miz—> 0 50 100150200 250300350400 450 500 550 600 650

8270E-BP111921.M Tue Nov 23 15:16:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 N-[(2-Phenyl-1,3-dioxolan-2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.098 7.44 ng 1037590  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10H11NO3 1000411-48-9 83
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 72
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 64

Abundance Scan 3079 (21.098 min): BP008078.D\data.ms (-3075) (-
105.0

5000

420 | 165.0 230.1 208.9358.2 441.9502.9

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

Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr
105.0

o

5000

27.0 176.0
Db 4l 1]

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

Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

o

5000

I

|
prete e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy

o

m/z 105.00 100.00%

%

—
21.00 21.50
m/z 149.00 77.86%

——

—
21.00 21.50
m/z 77.00  44.28%

-

=
21.00 21.50
m/z 51.00 10.47%

-

T
21.00 21.50

105.0
m/z 106.00 7.99%
- AAKwVNANHN
45,0 179.0
Ol b B e

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

8270E-BP111921.M Tue Nov 23 15:16:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Tetracosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.451 12.71 ng 1772760  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3139 (21.451 min): BPO08078.D\data.ms (-3134) (- m/z 57.05 100.00%
57.0
=
|| 27L 1972 2770 2150
owum\_uwn‘m"‘H‘““395“4““??‘5_‘595(‘1‘“‘ m/z 71.10  66.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 R
21.50
m/z 43.05 56.87%
oL LLLLPTS 2970 2670 3380
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 17 Tricosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.269 10.07 ng 1404600 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3278 (22.269 min): BP008078.D\data.ms (-3272) (-
57.1

5000
o mlﬁﬂlmn 28113513 475.0 549.3
R L RARRRARARRAREERC SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #229644: Tricosane
57.0
5000
‘ | 117.0 324.0
O‘H\‘\‘\\\\‘\\1\4‘1\‘\\\‘l\\’\‘\‘\i\“\1\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000

|

I

| 127:0197.0267.0337.0407.0 491.0562.0

0‘HH_‘m_H‘wwwu‘wHH_‘H_H‘MHWH‘WHH‘HH_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000

[11]]2%7.0197.0 281.0 394.0

m/z 57.10 100.00%
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22.00 22.50
m/z 71.10 68.71%

=

22.00 22.50
m/z 43.05 55.74%

¥

22.00 22.50
m/z 85.10  48.50%

:

22.00 22.50
m/z 55.00 21.02%

o_wwwww N —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 18 1-Heptacosanol

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.351 6.32 ng 882329  Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 3292 (22.351 min): BP008078.D\data.ms (-3286) (-
57.1

m/z 57.10 100.00%

-

5000
1p5.1 - —
( L a0 22.00 22.50
b b b S5 8261 392.2 46105241 /7 83.10  87.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 — e
22.00 22.50
150 m/z 97.05 81.45%
ol Ll LLEf 1 2950 2640 3780
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
— ——
22.00 22.50
5000 ITI/Z 55.05 79.03%
{ l‘lfs.o
o M eeo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol “ —
97.0 22.00 22.50
m/z 43.05 74.50%
B /L/\J\/\/\w\/
29. { J 7.0 236.0 364.0

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\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 19 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.427 7.51 ng 1047120  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
3 Palmitoleamide 253 C16H31NO 106010-22-4 72
4 1,3-Bis(dimethyl-n-pentylsilyl)p... 298 C17H38Si2 136935-56-3 43
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 38

Abundance Scan 3305 (22.427 min): BPO08078.D\data.ms (-3301) (- m/z 59.00 100.00%

59.0
5000
o
LTS 2801 200 3203 3890  ass7508. o0
0t H,\!w‘www_m"H‘w‘wwww m/z 72.80  69.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 R
22.50
‘ m/z 55.00 50.67%
O\‘\d\\‘ H\\\m\m}l\“\‘h\‘\‘l:\l_\8\4\‘()\\\\‘2\\8\].\9\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (2)-
59.0
P
22.50
5000 m/z 43.85 37.93%
126.0
337.0
0 WH\ Hu«,uwu e 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide —
59.0 22.50
m/z 57.05 31.93%
B J\/\b
ol sz L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 20 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.186 12.19 ng 1132010  Perylene-di12 23.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3434 (23.186 min): BP008078.D\data.ms (-3428) (- m/z 57.05 100.00%
57.0
—— —
‘ } \137'1 197.2 2670 332.1 23.00 23.50
ob AU 71 2972 267.0 3321 403.9 4751 549, [/, 7110  64.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
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5000 . —
23.00 23.50
270 324.0 m/z 43.05 53.87%
T2 970 2are
O\\\‘\“\‘\‘\‘\i‘\l\‘\\“1\‘\\\&\\‘\1\‘\1\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
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—— —
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0 ‘ \‘\ \‘\ Ii ‘\lllFJ?-iol \197'0 267'0 367-0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
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57.0 23.00 23.50
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A e e e e —— ——
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112221\
Data File : BP0@8078.D

Acqg On : 22 Nov 2021 12:27
Operator : CG/JU

Sample : M4767-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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... 3.028 38.4 ng 1353750 1  7.822 704754 20.0
Camphene 6.840 5.5 ng 191990 1 7.822 704754 20.0
Ethanol, 2-(2-b... 10.410 2.4 ng 113140 2 10.622 930109 20.0
Tridecane, 1-iodo- 15.834 3.0 ng 167262 3 14.463 1126180 20.0
(E)-4-(3-Hydrox... 16.616 3.4 ng 229147 4 17.222 1331050 20.0
n-Hexadecanoic ... 18.122 19.9 ng 1326900 4 17.222 1331050 20.0
trans-Sinapalde... 18.387 3.8 ng 251651 4 17.222 1331050 20.0
trans-Sinapyl a... 18.433 7.5 ng 502731 4 17.222 1331050 20.0
Heptacosane 18.486 21.8 ng 1448340 4 17.222 1331050 20.0
Octadecanoic acid  19.357 7.1 ng 989884 5 21.316 2790230 20.0
Diisooctyl adipate 20.539 2.4 ng 336638 5 21.316 2790230 20.0
Heptadecane, 9-... 20.692 13.7 ng 1907010 5 21.316 2790230 20.0
1-Propanol, 2-[... 20.992 2.3 ng 317370 5 21.316 2790230 20.0
Hexadecane 21.039 6.7 ng 936809 5 21.316 2790230 20.0
N-[(2-Phenyl-1,... 21.098 7.4 ng 1037590 5 21.316 2790230 20.0
Tetracosane 21.451 12.7 ng 1772760 5 21.316 2790230 20.0
Tricosane 22.269 10.1 ng 1404600 5 21.316 2790230 20.0
1-Heptacosanol 22.351 6.3 ng 882329 5 21.316 2790230 20.0
9-Octadecenamid... 22.427 7.5 ng 1047120 5 21.316 2790230 20.0
Hexacosane 23.186 12.2 ng 1132010 6 23.716 1856720 20.0
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