LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc :

ALS vial : 8 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-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9117.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.393 402 409 423 rBV 1986313 3243778 2.81% 0.841%
2 6.993 674 681 696 rVB 2039770 3517345 3.05% 0.912%
3 7.793 810 817 824 rBV 781181 1259545 1.09% 0.327%
4 8.952 1008 1014 1023 rBV 1530160 2702600 2.34% 0.701%
5 10.587 1285 1292 1299 rBV 1022496 1841824 1.60% 0.478%
6 13.057 1705 1712 1720 rBV 4467306 7085507 6.14% 1.837%
7 14.434 1940 1946 1956 rVB 1816614 2724368 2.36% 0.706%
8 15.657 2135 2154 2157 rBV7 522376 2339637 2.03% 0.607%
9 15.940 2192 2202 2237 rVB2 4678104 20865324 18.07% 5.410%
10 17.192 2410 2415 2420 rBV 2343980 3444281 2.98% 0.893%

11 18.098 2564 2569 2573 rBV 1770903 2709573 2.35% ©.702%
12 18.610 2650 2656 2676 rVB5 332724 1419348 1.23% 0.368%
13 19.351 2770 2782 2792 rBV 13754116 62227859 53.89% 16.133%
14 19.469 2794 2802 2808 rVV 16907016 62746978 54.34% 16.268%
15 19.592 2808 2823 2830 rVV 23689313 115473443 100.00% 29.937%

16 19.663 2830 2835 2846 rVV 9079191 22439754 19.43% 5.818%
17 19.757 2847 2851 2863 rVB 8180542 13321282 11.54%  3.454%
18 20.151 2914 2918 2932 rVB 2048715 4386222 3.80% 1.137%
19 20.792 3021 3027 3037 rBV 3009336 5500558 4.76% 1.426%
20 21.016 3058 3065 3068 rVV2 1212009 3155266 2.73% ©0.818%
21 21.063 3069 3073 3078 rVB 3573377 4928732 4.27% 1.278%
22 21.292 3107 3112 3117 rBV 3296626 4283600 3.71% 1.111%
23 21.363 3119 3124 3129 rVV 2714206 5483800 4.75% 1.422%
24 21.404 3129 3131 3143 rVB 2130619 3169795 2.75% ©.822%
25 21.975 3222 3228 3247 rBV 2552861 5811795 5.03% 1.507%
26 22.645 3336 3342 3350 rBV 2280582 4775117 4.14%  1.238%
27 23.410 3466 3472 3481 rBV 1619141 3995810 3.46% 1.036%
28 23.686 3513 3519 3526 rVB2 1774110 3370143 2.92% ©.874%
29 24.286 3614 3621 3631 rVB 1522259 4172962 3.61% 1.082%
30 25.310 3788 3795 3808 rVB2 1029989 3319303 2.87% 0.861%

Sum of corrected areas: 385715549
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Feb 2022 17:23
: CG/IU
: N1489-01

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
BP009117.D

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP009117.D\data.ms

: 6.993
5.493 7793 8.952 10.587

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
2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP009117.D\data.ms
19.592

19.469

19.3

20.151
14.434 17.192 18.098

ses7)\ | Tl ase0

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
2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP009117.D\data.ms

22.645 686
23.4%28 24.286 25.310

o~ NN N~

Time--> 20.50 21.00 2150 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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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021122\

Data File : BP@@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 6-Octadecenoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.657 17.18 ng 2339640  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 98
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 96
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 95
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95

Abundance Scan 2154 (15.657 min): BP009117.D\data.ms (-2135) (- m/z 55.00 100.00%

58.0
5000

I
‘ ‘ J 264.1 15.50 16.00
oy M'«ﬂ'w{\ 1930 |, 35504149 5041 . 6900 79.62%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176211: 6-Octadecenoic acid
55.0
5000 264.0 — ——
15.50 16.00
m/z 41.00 74.19%

U.IA

O‘\\\’ \hh\“‘ﬂl\l']\-?\l"\(m\\i\l‘\L\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0

——
15.50 16.00
5000 m/z 67.00 60.16%

} 264.0
H Hu“‘;nl\ \JI .t ‘ 3 Im ‘x |
ol bbb 2228
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #176209: cis-Vaccenic acid — —
55.0 15.50 16.00

m/z 83.00 56.68%

5000

264.0
ol i “n.. 4 1930

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path :
Data File :
11

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\

BP0©9117.D
Feb 2022 17:23
: CG/JU
: N1489-01
Sample Multiplier: 1

. 8

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 2 n-Hexadecanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.098 15.73 ng 2709570  Phenanthrene-d10 17.192
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 74
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2569 (18.098 min): BP009117.D\data.ms (-2564) (- m/z 73.00 100.00%

73.0
5000
213.2

’H \ ‘ \ 18.00 18.50
L«Wwww 302.9 3809 45885189  m/z 60.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

o

5000 T —
18.00 18.50
\ 157.0 m/z 43.05 73.29%
O‘\\ll\l\“J h‘“‘h“\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.00 59.28%

171.0
o} ; ]HJIJ.\HM
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126199: Pentadecanoic acid T ‘
73.0 18.00 18.50
m/z 55.00 58.75%
5000
L 199.0
ssellill o | E——
m/z--> 0 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\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Heptadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.610 8.24 ng 1419350  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 92
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexacosane 366 C26H54 000630-01-3 70
Abundance Scan 2656 (18.610 min): BP009117.D\data.ms (-2650) (- m/z 57.00 100.00%
57.0
\ 18 56 19‘00
197.1  208. 1267.1 : :
- J J‘ i Sebbpihoet ok, 336.0394.9 46128211 71 00 78.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
5000 —r ——
18.50 19.00
m/z 43.05 74.24%
‘ FZIO 240.0
O‘\\H%’\J!‘J\J‘\A\‘\W‘l“\‘\\l\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
—— —
18.50 19.00
5000 m/z 85.00 58.06%
281.0
0 >0 1830 352.0
‘H‘,‘H‘“H"‘w‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane T ——
57.0 18.50 19.00
m/z 59.00  38.23%
0 J\ 1\ J‘ ﬁ |1 11\9‘7 0 267 0 33\8 0
R R e R e R AR R R Raana s —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.351 290.54 ng 62227900  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
3 Phenylglyoxylic acid, pentyl ester 220 C13H1603 1000453-46-0 38
4 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 38
5 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 38
Abundance Scan 2782 (19.351 min): BP009117.D\data.ms (-2770) (- m/z 105.05 100.00%
105.1
163.1
5000
— ——
41.0 19.00 19.50
Ot el 221:2298.3_ 875.1432.4489.3546.0 | 1y/; 163.16  58.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — —
19.00 19.50
m/z 77.00  28.24%
7.0
O\I\‘\‘i\‘\1\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 19.00 19.50
5000 m/z 106.00 8.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98724: Phenylglyoxylic acid, pentyl ester — ——
105.0 19.00 19.50
m/z 164.05 6.75%
5000
0 4%-‘0’ 1920
P e e e — e
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\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.469 292.96 ng 62747000  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
2 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 14
3 1-(Benzoyloxy)propan-2-yl benzoate 284 C17H1604 019224-26-1 14
4 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 14
5 Benzamide, N-hydroxy-N-(2-hydrox... 287 C16H17NO4 309921-11-7 14
Abundance Scan 2802 (19.469 min): BP009117.D\data.ms (-2794) (- m/z 163.10 100.00%
105.1168.1
5000
e
411 19.50
Ot Preber ek 2002 295.1352.4408.9468.3524.9 /7 1@5.05  94.07%
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 1
19.50
m/z 77.05 30.22%
0 4L | 220.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #82301: Phenylglyoxylic acid, 2-methylpropyl ester
105.0
P
19.50
5000 m/z 164.10 12.30%
0 41.0 . 206.0
R R R R R R e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178786: 1-(Benzoyloxy)propan-2-yl benzoate —
105.0 19.50
m/z 106.05 8.28%
5000
0l39. 16205570
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1,3-Dioxolane, 2-tert-butyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.592 539.14 ng 115473000  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-tert-butyl-2-ph... 206 C13H1802 006135-60-0 83
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 83
4 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 83
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 83
Abundance Scan 2823 (19.592 min): BP009117.D\data.ms (-2808) (- m/z 149.05 100.00%
149.1
5000
77.0
T [
19.50
Obrrrbrthr e 2221 83498916 5026 ;n/z 105.05  67.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82565: 1,3-Dioxolane, 2-tert-butyl-2-phenyl-
149.0
5000 —— :
19.50
m/z 77.05 31.48%
77.0
O \‘«\H“\\\f‘[‘\T‘T\ 1\\f‘\.\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
R \
19.50
5000 m/z 150.05 11.34%
77.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m ——
149.0 19.50
m/z 51.05 6.22%
5000
77.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl9.663 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.663 104.77 ng 22439800 Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 47
2 Benzoic acid, 1-methylethyl ester 164 C10H1202 000939-48-0 27
3 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 22
4 Phenylglyoxylic acid, pentyl ester 220 C13H1603 1000453-46-0 14
5 Benzeneacetic acid, .alpha.-meth... 164 C10H1202 031508-44-8 14

Abundance Scan 2835 (19.663 min): BP009117.D\data.ms (-2830) (- m/z 163.10 100.00%

105.0168-1
5000

T T
19.50 20.00

41.1
ot bl 227 3110 415047335349 /7 1@5.00  83.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — —
19.50 20.00

m/z 77.00 25.61%

0 41;10
‘\\1\‘\\l\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39353: Benzoic acid, 1-methylethyl ester

105.0

T T
19.50 20.00

5000 ITI/Z 164.10 11.39%
43? ‘ ‘ 164.0
0_‘MMHHW‘m‘pLH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66369: Phenylglyoxylic acid, isopropyl ester — ——
105.0 19.50 20.00
m/z 106.00 6.81%
5000
43.0
0o 1?40\ AR SRS SRS SARAS SRR
T P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Data Path : Z:
Data File : BP

Acqg On 11
Operator : CG
Sample : N1
Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
009117.D
Feb 2022 17:23
/3U
489-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 8 Eicosane, 10-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.151 20.48 ng 4386220  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2918 (20.151 min): BP009117.D\data.ms (-2914) (- m/z 57.05 100.00%

57.0
5000

J | “1 71 ‘20ﬁoo‘ 20.50
Ll

11972
oLy 2R07 2671 3664 4623 5359 /7 71.5  82.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0

5000 ]
20.00 20.50
m/z 85.10 62.81%

154.0
‘\\\‘f"\J\‘\‘I\J“\A\"\\‘i\h\\2\%%-\0\‘2\\8\1\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0

T
20.00 20.50
5000 m/z 43.05 53.39%

ﬂ |, 2270 197.0 267.0 380.0
N
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194590: Heneicosane T
57.0 20.00 20.50
m/z 55.05 22.49%

) AMA«w/»fNJ\\VVJﬁffxﬂ
| ‘ 1 J‘lf 70 1970 2960

O e A e S e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

o

o

8270E-BP020722.M Mon Feb 14 04:58:40 2022

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.792  25.68 ng 5500560 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3027 (20.792 min): BP009117.D\data.ms (-3021) (f m/z 57.85 100.00%
57.0
- Jx,kj\\J\ﬁmﬁ\
— =
‘ ’1 1072 20.50 21.00
0 m_m\‘ L1 2972, 2671 337.4 429149118481 /) 7119  g0.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 T T 1
20.50 21.00
m/z 85.10 60.22%
ALPTS as70 2820
O\‘\"\\\\‘\\\T‘“\‘%\‘\‘f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
= =
20.50 21.00
5000 m/z 43.05 60.09%
1130 2100
ol LS eerosa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- — —
57.0 20.50 21.00
m/z 55.05 23.70%
L TO e 3080
om_mwJ_mw_wwwwwww_ —— B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP020722.M Mon Feb 14 04:58:40 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknown21.016 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.016 14.73 ng 3155270  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 47
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 45
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 43
4 Glyoxylamide, N-phenyl- 163 C9H9ONO2 032331-52-5 43
5 Isobutyl methyl phthalate 236 C13H1604 1000373-89-3 38
Abundance Scan 3065 (21.016 min): BP009117.D\data.ms (-3058) (- m/z 105.00 100.00%
105.0
163.1
5000
LN \
a1 26.0 21.00
o APl L L1 2260 34104031 47508329 ./, 163,10 54.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate

N

105.0
163.0
5000 — ;
21.00
m/z 77.00 31.86%
41.0 \
0‘\\\\\’\\l\!‘\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
LN \
163.0 21.00
5000 m/z 149.00 23.25%
27.0
0 et
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 T
105.0 21.00
m/z 106.00 7.40%

5000

=

450 | 1790
R L e

——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP020722.M Mon Feb 14 04:58:41 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 11 Diethylene glycol dibenzoate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.063 23.01 ng 4928730  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 72
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 72

Abundance Scan 3073 (21.063 min): BP009117.D\data.ms (-3069) (- m/z 105.00 100.00%
105.0

N

5000
T T
1 21.00
o420, | RIO0 28103421 415147725350  ;m/z 149.00  85.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 1 :
21.00
m/z 77.00 40.40%
420 179.0
O‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

T
21.00
5000 m/z 150.00 8.91%

I O O L —

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

Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate e
105.0 21.00
m/z 51.00 8.29%

%

5000

45.

179.0
T

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00

5

8270E-BP020722.M Mon Feb 14 04:58:42 2022 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 11 Feb 2022 17:23
: CG/IU
: N1489-01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
BP009117.D

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 Heneicosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.363 25.60 ng 5483800 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3124 (21.363 min): BP009117.D\data.ms (-3119) (-
57.1

5000

0 L IH ||| 1972 2953  394.4 460.9 535.2
e L £PS 2953 394.4 4609 535.2

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

Abundance #194588: Heneicosane
57.0
5000
“ | 270 1970  296.0
O‘\\\\[\r\!r\\f‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #158602: Tridecane, 7-hexyl-
57.0
5000
182.0
o fli12a0 | 2000
s e

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

m/z 57.10 100.00%

-

21.00 21.50

m/z 71.10 83.18%

-

21.00 21.50

m/z 85.10 62.80%

-

21.00 21.50

m/z 43.05 61.27%

%

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

Abundance #307033: Octacosane, 2-methyl-
57.0 21.00 21.50
m/z 55.00 24.46%
“H‘_‘H‘H“_‘H,H‘W“H‘H‘W‘H‘_“W‘H‘_‘H“ P e

21.00 21.50

8270E-BP020722.M Mon Feb 14 04:58:43 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 16
R.T. EstConc Area Relative to ISTD R.T.
21.404 14.80 ng 3169800 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 59
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 47
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 9

Abundance Scan 3131 (21.404 min): BP009117.D\data.ms (-3129) (- m/z 277.10 100.00%

277.1
5000
199.0 LN
77\-0 1aop.| H 21.50
Ol AU b 3515 A16.7475.1535.0 /7 278,10 32.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 199.00 17.94%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\\‘“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

- —

—T
21.50

5000 m/z 201.00 17.66%
77.0

183.0

J \\““lLﬂLH

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h 7
277.0 21.50

m/z 183.00  16.65%

o

o

5000

~
~
o
=
o]
w
o

0 | \\m L] ‘f% ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP020722.M Mon Feb 14 04:58:44 2022 Page: 15



Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
PO09117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 Eicosane, 1-iodo- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.975 27.14 ng 5811800 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3228 (21.975 min): BP009117.D\data.ms (-3222) (- m/z 57.05 100.00%
57.0
- JL
—
‘ \’1 71 1975 22.00
oMnmNMHl‘“‘2‘6‘7‘1“?"3"‘7“““49?‘4‘(“7‘7‘1"‘5?"43 m/z 71.85 82.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 IR
22.00
m/z 85.05 62.90%
O\\‘\‘\\\I\J“\J\l\\‘h\h\\z\%\]-\\o\‘z\?\]-\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306637: Eicosane, 1-iodo-
57.0
=
22.00
5000 m/z 43.05 58.56%
‘ 1710 1970 2810
0‘iu‘u‘wﬂmﬂmuwu‘w‘d‘_‘u‘HH‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- —
57.0 22.00
m/z 55.00  23.96%
127
0 JLLLEZT0 1970 2670 3650
‘H“‘H“H“‘H“‘H“H“‘H“‘H“_“‘_“‘_“w‘ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP020722.M Mon Feb 14 04:58:44 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.645 28.34 ng 4775120  Perylene-di12 23.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 97
3 Tetracosane 338 (C24H50 000646-31-1 95
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 94
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91

Abundance Scan 3342 (22.645 min): BP009117.D\data.ms (-3336) (- m/z 57.05 100.00%

57.0
5000

T
22.50 23.00

197.2
o“‘H‘w“ﬁﬁkhh‘ulH‘?§4}?%3ﬁ“uf??5_‘593%“‘ m/z 71.1e  79.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
5000 o —
22.50 23.00

m/z 85.05 60.93%

J L 1270 1970  296.0
‘\\\\[\1f\[\\\1‘\\\\’\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0

T
22.50 23.00

o

5000 m/z 43.05 57.34%
oL UL 270 19602540
_“w“u“‘u“u‘,u",H“_“w“u“‘u“u“u“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246485: Tetracosane 7 —
57.0 22.50 23.00

m/z 55.05 22.48%

5000
f 197 338.0
UL o zomo =

0‘H‘W‘H‘_‘H‘Hﬂﬂ$M¥pum‘u‘w‘u‘_‘u‘u‘w‘u‘_

7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00

8270E-BP020722.M Mon Feb 14 04:58:45 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.410 23.71 ng 3995810  Perylene-di12 23.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 94
3 13-Methylheptacosane 394 (C28H58 015689-72-2 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3472 (23.410 min): BP009117.D\data.ms (-3466) (- m/z 57.00 100.00%
57.0
- AWJWA
——
”1 197 2 23.50
o‘m‘m"‘nHMul‘«“%‘?7“1“?’374 AL5047515362 /7 71.10 79.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 1
23.50
m/z 85.10 59.01%
oL 1 [1#7-0 197.0 267.0 338.0
\\\\‘\\\\‘1\\1‘\\\\‘\\\1‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
——
23.50
5000 m/z 43.05 55.43%
1
0 Al H hu‘l‘g?“? 267.0 337.0 4490
e H“H“H“_“w“u"H“H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298434: 13-Methylheptacosane —
57.0 23.50
m/z 55.00 22.73%
5000
1960
o L Lz smso -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50

8270E-BP020722.M Mon Feb 14 04:58:46 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Dotriacontane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.286 24.76 ng 4172960  Perylene-di12 23.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
5 15-Methylnonacosane 422 C30H62 065820-60-2 93

Abundance Scan 3621 (24.286 min): BP009117.D\data.ms (-3614) (- m/z 57.85 100.00%
57.0

-

5000
24.00 24.50
197.2
0‘mw'tc“‘”ﬁ'\M‘H“H‘hH““3‘?‘9(‘3“”‘4}9'?“‘499"9”“‘ m/z 71.10 77.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
5000 —T —
24.00 24.50
m/z 85.10 59.69%
o J | 1770 197.0  296.0
‘\\\\‘\1!\f\\1‘\1\\‘\1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo-
57.0
— —
24.00 24.50
5000 ITI/Z 43.05 55.96%
7.0
ol ||, 1970 2670 3370 4490
e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- T 7
57.0 24.00 24.50
m/z 55.00 23.05%
} F 2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.310 19.70 ng 3319300 Perylene-di12 23.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 94
2 Tetracosane 338 (C24H50 000646-31-1 93
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3795 (25.310 min): BP009117.D\data.ms (-3788) (- m/z 57.05 100.00%
57.0
5000 AJL/L\/V
‘ 25.00 25,50
197.2 . .
o"‘“_"“_‘me‘huw“295“1“3551““‘2‘9}‘“59‘2“8“_ m/z 71.1e 81.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 — s
25.00 25.50
m/z 85.10 64.56%
okl |1 2470 197.0 281.0 394.0
\\1\‘\T\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
— ——
25.00 25.50
5000 m/z 43.05 58.02%
127.0
| ’ || 1970 2670 3380
oL e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl- “ —
43.0 25.00 25.50
m/z 55.00 23.67%
5000
224.0
113.0 295.0
ol W“iwo B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50

8270E-BP020722.M Mon Feb 14 04:58:47 2022 Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021122\
Data File : BP0@9117.D

Acqg On : 11 Feb 2022 17:23
Operator : CG/JU

Sample : N1489-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
6-Octadecenoic ... 15.657 17.2 ng 2339640 3 14.434 2724370 20.0
n-Hexadecanoic ... 18.098 15.7 ng 2709570 4 17.192 3444280 20.0
Heptadecane 18.610 8.2 ng 1419350 4 17.192 3444280 20.0
Morpholine, 4-p... 19.351 290.5 ng 62227900 5 21.292 4283600 20.0
Oxybis(propane-... 19.469 293.0 ng 62747000 5 21.292 4283600 20.0
1,3-Dioxolane, ... 19.592 539.1 ng 115473000 5 21.292 4283600 20.0
unknown19.663 19.663 164.8 ng 22439800 5 21.292 4283600 20.0
Eicosane, 10-me... 20.151 20.5 ng 4386220 5 21.292 4283600 20.0
Eicosane 20.792 25.7 ng 5500560 5 21.292 4283600 20.0
unknown21.016 21.016 14.7 ng 3155270 5 21.292 4283600 20.0
Diethylene glyc... 21.063 23.0 ng 4928730 5 21.292 4283600 20.0
Heneicosane 21.363 25.6 ng 5483800 5 21.292 4283600 20.0
Triphenylphosph... 21.404 14.8 ng 3169800 5 21.292 4283600 20.0
Eicosane, 1-iodo-  21.975 27.1 ng 5811800 5 21.292 4283600 20.0
Octadecane 22.645 28.3 ng 4775120 6 23.686 3370140 20.0
Tetracosane 23.410 23.7 ng 3995810 6 23.686 3370140 20.0
Dotriacontane, ... 24.286 24.8 ng 4172960 6 23.686 3370140 20.0
Octacosane 25.310 19.7 ng 3319300 6 23.686 3370140 20.0
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