LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc :

ALS vial : 5 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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8982.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.034 4 8 35 rVB 397073 975212 2.56% ©.588%
2 5.417 406 413 430 rBV 2513255 3986276 10.47% 2.402%
3 7.011 670 684 701 rBV 2438916 4303467 11.30% 2.593%
4 7.828 815 823 832 rBV 690032 1124665 2.95% 0.678%
5 8.987 1012 1020 1030 rBV 1525832 2659862 6.99% 1.603%

6 10.628 1291 1299 1304 rBV 861511 1602510 4.21%
7 13.093 1711 1718 1725 rBV 4330611 6660631 17.50%
8 14.469 1946 1952 1965 rVB 1376034 2135838 5.61%
9 15.740 2161 2168 2177 rBV 120906 426067 1.12%
10 15.963 2200 2206 2214 rVB 3382793 4919849 12.92%

NOR P~
N
00
~N
R

11 16.628 2315 2319 2327 rVB3 200056 406831 1.07%
12 17.222 2415 2420 2425 rBV 1715829 2483120 6.52%
13 17.581 2476 2481 2488 rBV3 155238 441213 1.16%
14 18.128 2568 2574 2580 rBV 3733513 5460874 14.34%
15 18.181 2581 2583 2593 rVB2 374737 555125 1.46%

OWOoORro®
N
o))
o))
B

16 18.387 2614 2618 2623 rBV2 368438 613473 1.61% ©
17 18.439 2623 2627 2639 rVB 444641 768858 2.02% ©0.463%
18 18.645 2648 2662 2672 rBV 4308734 15118642 39.71% 9
19 18.775 2672 2684 2692 rVV 5820098 18836670 49.48% 11.
20 18.881 2692 2702 2712 rVB 13548238 38071471 100.00% 22.943%

21 19.028 2720 2727 2738 rVB 1494073 3237810 8.50%  1.951%
22 19.210 2753 2758 2760 rBV2 252478 433990 1.14% 0.262%
23 19.239 2760 2763 2771 rVB 338780 516500 1.36% ©0.311%
24 19.357 2778 2783 2802 rVB 2221293 3643676 9.57%  2.196%
25 19.716 2838 2844 2850 rBV 1472523 2465362 6.48% 1.486%

26 19.786 2851 2856 2862 rVV 8239996 10131537 26.61%
27 20.475 2967 2973 2980 rBvV2 2188304 3877572 10.18%
28 20.986 3056 3060 3064 rBV 370798 654155 1.72%
29 21.033 3064 3068 3074 rVV2 940761 1512527 3.97%
30 21.092 3074 3078 3081 rVV 980599 1184142 3.11%

OO ONO
w
O
I
R

31 21.139 3081 3086 3095 rVB 2720778 3998753 10.50%
32 21.316 3112 3116 3120 rVB 2262805 2772320 7.28%
33 21.775 3188 3194 3200 rVB 2558556 4166033 10.94%
34 22.469 3307 3312 3319 rVB 2217291 3734325 9.81%
35 22.986 3397 3400 3405 rVB2 332897 475792  1.25%

ONNEDN
1%
=
=
S

36 23.263 3440 3447 3454 rVB 1717783 3585809 9.42% 2.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample ¢ N1325-13

Misc

ALS vial : 5 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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.722 3519 3525 3534 rVB2 1430661 2977077 7.82% 1.794%
38 24.157 3592 3599 3610 rVB 1143349 2893019 7.60% 1.743%
39 25.204 3772 3777 3793 rVB 736363 2124852 5.58% 1.281%

Sum of corrected areas: 165935905
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
1.2e+07
le+07
8000000
6000000
4000000

2000000

: 01 Feb 2022 12:37
: CG/IU
: N1325-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
BP008982.D

: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BP008982.D\data.ms

5.417 7.011

8.987
7.828 10.628

034

0

Time--> 3.00 350 400 450 500 5.50 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BP008982.D\data.ms

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

18.881
19.786
19.357 20.¢
f.ozg o 19.7U

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

12.00 12,50 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
TIC: BP008982.D\data.ms

2133%16 21.775

22.469
23.263 53 722

24.157 25,204

Time--> 20

8270E-BPO1142

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

2.M Wed Feb 02 14:45:23 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 13
R.T. EstConc Area Relative to ISTD R.T.
3.034 17.34 ng 975212  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 8 (3.034 min): BP008982.D\data.ms (-4) (-) m/z 73.00 100.00%
73.0
5000
R B R
‘ 3.103.203.303.40
obrdidd b L79.0 29503559 42904942 m/z 43.00  33.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B L B R LR B
3.103.203.303.40
“ ‘ m/z 87.05 26.48%
O ‘\\]‘\‘\”‘”1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R e s AR
3.103.203.303.40
5000 m/z 55.00 21.28%
0 MJ,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2245: Silane, tetramethyl- R A RARREEEE
73.0 3.103.203.303.40
m/z 71.05 10.64%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

8270E-BP011422.M Wed Feb 02 14:45:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.128 43.98 ng 5460870  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2574 (18.128 min): BP008982.D\data.ms (-2568) (-  m/z 73.00 100.00%

73.0
5000
213.2
— —
m } 18.00 18.50
ol ML 411 2e1a 3500 417.047495368 1/, 6p.00  74.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.05 71.71%
0\\{“ \l\hll“\“\‘\‘\1\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 m/z 57.10 62.05%
L 228.0
143.0 \
0 HM“H.\ S N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid T T
73.0 18.00 18.50
m/z 55.00 60.11%
5000
171.0
L N
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\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.387  4.0ang 613473 Phenanthrene-d16 17.222

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204
rans-Sinapaldehyde 208 C11H1204
rans-2,5-Dimethoxycinnamic acid 208 C11H1204
-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40
-tert-Butyl-4-hydroxyanisole 180 C11H1602

uih wNnPE
w o+t w

Abundance Scan 2618 (18.387 min): BP008982.D\data.ms (-2614) (-
208.1

5000 1370

77.0
L ‘l \l | L H L., 28113478 416,0475.2536.2

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

Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

o

087345-53-7 96
004206-58-0 91
038489-74-6 49
1000388-65-9 42
000121-00-6 38

m/z 208.10 100.00%

:

18.00 18.50
m/z 165.00 53.47%

:

5000
18.00 18.50
65.0 1370\ m/Z 137.00 37.44%
0Jl!‘lll}\f“'“'“LM\nhl‘l“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
— —
18.00 18.50
5000 ITI/Z 180.10 27.74%
137.0
77.0
T FTRT 1Y C—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84484: trans-2,5-Dimethoxycinnamic acid = ——
208.0 18.00 18.50
m/z 177.00 24.75%
5000
121.0
51.0
o"H‘,‘JH\_“\‘WWm_m_Hww_wwww - —

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

8270E-BP011422.M Wed Feb 02 14:45:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37

Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 trans-Sinapyl alcohol

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.439  6.19ng 768858 Phenanthrene-d1e 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-sinapyl alcohol 210 C11H1408 620675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 95

3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404
4 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803

5 Syringylacetone 210 C11H1404
Abundance Scan 2627 (18.439 min): BP008982.D\data.ms (-2623) (-
210.1
5000
77.0 147 0
- ,M‘l L L ‘m .x‘ ok, 297:3356.2415.1 4770 549;
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000
77.0 147
Ol!mlm‘lJ“m“l“"N‘hH“‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
77.0
5000 149.0
0 ]"‘S‘ﬂ‘pl \} ‘J \J“\ “‘HU”' \m‘ \H H‘

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

Abundance #86899: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0

5000 136.0

69.0
"

1000121-30-2 62
149083-03-4 58
019037-58-2 58

m/z 210.10 100.00%

-

18.50
m/z 167.00  95.44%

-

18.50
m/z 154.05 35.88%

-

18.50
m/z 149.00  28.64%

_—

—
18.50
m/z 77.00  25.75%

O‘H“WJMMWH‘ﬂLjW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP011422.M Wed Feb 02 14:45:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 5 Morpholine, 4-phenyl-

R.T. EstConc Area

Relative to ISTD

Concentration Rank 3

18.645 121.77 ng 15118600  Phenanthrene-d1e

000092-53-5 72
000094-03-1 46
1010399-44-9 38

Hit# of 5 Tentative ID MW MolForm
1 Morpholine, 4-phenyl- 163 C10H13NO
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
3 benzamide, N-[4-[7-(benzoyloxy)-... 461 C29H19NO5
4 2,6-Dimethylphenyl benzoate 226 C15H1402

5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S

001871-36-9 38
067714-34-5 38

Abundance Scan 2662 (18.645 min): BP008982.D\data.ms (-2648) (- m/z 105.00 100.00%
105.0
163.1
5000
— r—
410 18.50 19.00
obomh b e 2071 336.1393.1450.75114 /7 163.05  56.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — —
18.50 19.00
m/z 77.00 27.90%
7.0 |
0 \I\‘\‘i\‘\1\“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
— r—
163.0 18.50 19.00
5000 m/z 106.00  7.80%
ol 4Lp | 220.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #329370: benzamide, N-[4-[7-(benzoyloxy)-2-0x0-2H-1-b: e r—
105.0 18.50 19.00
m/z 164.05 6.10%
5000
oh4L0 | 213.0 357.0 4610
R e T e e e e R RARE 1 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP011422.M Wed Feb 02 14:45:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37

Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18775 15172 g 18836700 Phenanthrene-d1e 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
2 Morpholine, 4-phenyl- 163 C10H13NO
3 Glyoxylamide, N-phenyl- 163 C9HINO2
4 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403

Abundance Scan 2684 (18.775 min): BP008982.D\data.ms (-2672) (-

000094-03-1 86
000092-53-5 72
032331-52-5 50
067714-34-5 38
1000453-47-2 38

m/z 105.00 100.00%

105.0
163.1
5000
— e
410 18.50 19.00
ol L0 L | | 22012830 347.14055464.45223 1y 163.05  72.90%
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 — —
18.50 19.00
m/z 77.00 29.25%
ol 2200
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
1 i
163.0 18.50 19.00
5000 m/z 164.10  8.61%
27.0
o+ttt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl- — —
163.0 18.50 19.00
m/z 106.00 8.16%
0 L\JL4', T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP011422.M Wed Feb 02 14:45:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37

Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.881 306.64 ng 38671500 Phenanthrene-d1e 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74

Abundance Scan 2702 (18.881 min): BP008982.D\data.ms (-2692) (-~ m/z 105.05 100.00%
105.1

5000
—h P
18.50 19.00
oAz L R7O.1  266.1325.0382.8 44795073 1/z 149.00  90.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 — AN
18.50 19.00
| m/z 77.00 40.55%
420 179.0
O‘\\\\’J\ll\\‘\\\\‘{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

105.0
— —
18.50 19.00
5000 m/z 150.00 9.37%
ol 480, | 1790

e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol — P
149.0 18.50 19.00

m/z 106.00 7.96%

5000

239.0
0 S e e e e e

— =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP011422.M Wed Feb 02 14:45:33 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37

Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 8 unknownl9.028 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.028 26.08 ng 3237810  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 56
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
3 1,3-Dioxolane, 2,4-dimethyl-2-ph... 178 C11H1402 004359-30-2 40
4 3,5-Dimethylphenyl isothiocyanate 163 C9HONS 040046-30-8 39
5 Phthalic acid, methyl non-5-yn-3... 302 C18H2204 1000315-74-7 28

5.

Abundance Scan 2727 (19.028 min): BP008982.D\data.ms (-2720) (- m/z 105.00 100.00%
1

105.0163.
5000
T T T
410 19.00
o A0 L] 2261 2963356.1417.047605345 |/, 16310 o4.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 — ‘
19.00
m/z 77.00 30.90%
O‘\%\9%:’5)1‘!\!1\"\!\‘l\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 19.00 |
5000 ITI/Z 164.05 10.30%
41p
O R L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52631: 1,3-Dioxolane, 2,4-dimethyl-2-phenyl- — ‘
105.0163.0 19.00
43.0 m/z 106.00 7.77%
5000
O‘J‘\I“““ T

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

=
©
[=}
s}

8270E-BP011422.M Wed Feb 02 14:45:34 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

19.239 4.16 ng 516500 Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 70
2 Pyrene 202 Clé6H1e 000129-00-0 70
3 Fluoranthene 202 CleH1e 000206-44-0 70
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 53
5 (2R,4aS,55,8aR)-2-Allyl-5-((Z)-p... 243 C17H25N 1159498-69-7 40

Abundance Scan 2763 (19.239 min): BP008982.D\data.ms (-2760) (- m/z 202.10 100.00%

202.1
5000
— =
55.0 61 o641 19.00 19.50
. 1
o‘u‘hhkh@EMan‘pn‘wuu‘_‘§?594ﬁ5%‘ﬂ3%?§4§r m/z 200.10  20.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000 e =
19.00 19.50
m/z 203.10 18.21%
101.0
39.0
0‘\\\\[\\‘\1[1\‘11‘\\'\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78086: Pyrene
202.0
T —
19.00 19.50
5000 m/z 201.10 14.46%
101.0
o390 |
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78088: Fluoranthene T R
202.0 19.00 19.50
m/z 55.00 12.91%
5000
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP011422.M Wed Feb 02 14:45:34 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 10 Octadecanoic acid

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.357 26.29 ng 3643680 Chrysene-d12 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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2783 (19.357 min): BP008982.D\data.ms (-2778) (-

3

5000
241.2
“‘ 1711
ob AL L 1L L 35504159474 0535.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290
284.0
O‘\\"\ " “‘IJ‘“hl\Wlll“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000

oLscL " HHN ,.Wlf‘gn

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

Abundance #109281: Tetradecanoic acid
73.0

5000

e

m/z 73.00 100.00%

-

19.00 19.50
m/z 43.00 78.36%

i

19.00 19.50
m/z 60.00 72.86%

-

19.00 19.50
m/z 57.10 68.10%

.

19.00 19.50
m/z 55.00 61.48%

o“‘, bbb e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP011422.M Wed Feb 02 14:45:35 2022

:

19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 11 Hexacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.716 17.79 ng 2465360  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 (C24H50 000646-31-1 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2844 (19.716 min): BP008982.D\data.ms (-2838) (-
57.1

m/z 57.10 100.00%

— —
F 1972 19.50 20.00
ou"_"‘\_"W"W‘“2‘5’7‘1“‘H?‘F@?"ﬁ??‘?”“?ﬁ?w m/z 71.10 78.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 = —
19.50 20.00
m/z 43.05 60.69%
127.0
o MLHEELS aor0 2670 3o70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
—— —
19.50 20.00
5000 m/z 85.05 59.04%
127.0
o LU gm0 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane e —
57.0 19.50 20.00
m/z 55.05 23.09%
oL, L R27:0 197.0 2810 394.0
‘H‘_‘H‘H‘w‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP011422.M Wed Feb 02 14:45:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 unknown20.986

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.98  4.72ng 654155 Chrysene-di2 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phemyl- 163 Clerisno 000092-53-5 72

2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205

4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203

5 1-Phenylethanol, 2-methylpropyl ... 178 C12H180

Abundance Scan 3060 (20.986 min): BP008982.D\data.ms (-3056) (-

000094-03-1 53
020109-39-1 43
058690-81-6 40
1000394-69-1 9

m/z 105.00 100.00%

105.0
5000 163.0
=
a 21.00
1
ol A0 L1 328,0,297.1355.1414.1 490.1547.1 /7 163.00  48.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 T T
21.00
m/z 77.00  28.28%
O ﬁ%‘?“\‘\\l‘\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 ‘21i00‘
5000 ITI/Z 106.00 7.63%
0 41.0 220.0
T A T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz T
105.0 21.00
m/z 164.00 5.49%
163.0
5000
o gl | 2200 saso S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP011422.M Wed Feb 02 14:45:37 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 unknown21.033

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.033 10.91 ng 1512530  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 35
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 35
3 Malonic acid, 4-methylpent-2-yl ... 440 C27H5204 1000349-34-5 27

4 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205

5 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203

Abundance Scan 3068 (21.033 min): BP008982.D\data.ms (-3064) (-

020109-39-1 25
058690-81-6 25

m/z 105.00 100.00%

105.0
163.1
5000
43.
T T
Il | s
orbd Mty | 2251282.1341.1  429.14910548. 1/, 163,10  68.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 S :
21.00
m/z 57.00 46.99%
27.0
O \I\‘\‘i\‘\\\f“\\\l\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 21.00 |
5000 ITI/Z 43.05 36.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322181: Malonic acid, 4-methylpent-2-yl octadecyl ester P ‘
105.0 21.00
m/z 71.10 35.27%
43.0
5000
ol WHHLA;G&O252-0,339-0 u
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP011422.M Wed Feb 02 14:45:37 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.092 8.54 ng 1184140  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 87
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 78
3 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 78
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 74

Abundance Scan 3078 (21.092 min): BP008982.D\data.ms (-3074) (-~ m/z 105.00 100.00%
1

05.0
5000
LN \
207.0 ) 21.00
ol AHO L1 2000 2810 3551 42814903548: /7 149.00  88.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 — ‘
21.00
| m/z 77.00 39.12%
420 179.0
O‘\\\\’J\ll\\‘\\\\‘{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

105.0
21.00
5000 m/z 150.00 8.49%
0 450 | 179.0
R AR AR A e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #214014: 2,5,8,11-Tetraoxatridecan-13-yl benzoate T ‘
149.0 21.00

m/z 51.00 7.91%
59.0

5000

-

0 | J‘J Huh\ ol 209.0267.0
ERJAAL L B L B B L B L L S I O “

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

8270E-BP011422.M Wed Feb 02 14:45:38 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Heptadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.139 28.85 ng 3998750  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3086 (21.139 min): BP008982.D\data.ms (-3081) (-
57.0

5000
7.1
0 Hlfﬂ  197.2 281.1351.4 429.1 505.1
e o e S P e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123958: Heptadecane
57.0
5000

lbgzre,, 20
O‘\\HT[\IAWWIWI\%“\%\l\’\\\\‘H\\‘\\H‘\\\\‘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

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

0‘\\\\‘\\\\"\\H“\‘H‘\’\\\\‘\\\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
5000

|| 127016702670 3650

m/z 57.05 100.00%

—

21.00 21.50
m/z 71.10 79.79%

%

21.00 21.50
m/z 85.10 62.77%

.

21.00 21.50
m/z 43.05 60.48%

%

21.00 21.50
m/z 55.00  23.88%

o_‘u"‘Hw"H""u,""‘H‘w‘H""‘WWuwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270E-BP011422.M Wed Feb 02 14:45:39 2022

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 13-Methylheptacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.775 30.05 ng 4166030  Chrysene-di12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methylheptacosane 394 C28H58 015689-72-2 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3194 (21.775 min): BP008982.D\data.ms (-3188) (-
57.0

5000

1
‘ \’ .ﬁ [, 1972 281.1 351.4408.4466.2 534.9

- “‘H“‘H LSl it R T R S
7 ! BRERg! I 1 I ] I I ]

m/z--> 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\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 1-Iodo-2-methylundecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.469  26.94 ng 3734330 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3312 (22.469 min): BP008982.D\data.ms (-3307) (-
57.1

5000

127.1
’ l “ ﬁ [ 197.2 2811 365.3 475.1533.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Heneicosane, 11-decyl-

R.T. EstConc Area Relative to ISTD R.T.
23.263 24.09 ng 3585810 Perylene-di12 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 4-Methylheneicosane 310 C22H46 025117-29-7 91

Abundance Scan 3447 (23.263 min): BP008982.D\data.ms (-3440) (-
57.1

5000
o] | IF [, 2972 2811 3654 4366  537.1
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
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5000
295.0
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Abundance #262017: Heptadecane, 9-octyl-
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5000
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Concentration Rank 10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 19 Tetracosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24.157 19.44 ng 2893020  Perylene-d12 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3599 (24.157 min): BP008982.D\data.ms (-3592) (-
57.1

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Heptadecane, 9-octyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
25.204 14.27 ng 2124850  Perylene-d12 23.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Pentacosane 352 C25H52 000629-99-2 93
3 Triacontane 422 C30H62 000638-68-6 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3777 (25.204 min): BP008982.D\data.ms (-3772) (-
57.1

5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020122\
Data File : BP0@8982.D

Acqg On : 01 Feb 2022 12:37
Operator : CG/JU

Sample : N1325-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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... 3.034 17.3 ng 975212 1  7.828 1124670 20.0
n-Hexadecanoic ... 18.128 44.0 ng 5460870 4 17.222 2483120 20.0
3,5-Dimethoxy-4... 18.387 4.9 ng 613473 4 17.222 2483120 20.0
trans-Sinapyl a... 18.439 6.2 ng 768858 4 17.222 2483120 20.0
Morpholine, 4-p... 18.645 121.8 ng 15118600 4 17.222 2483120 20.0
Oxybis(propane-... 18.775 151.7 ng 18836700 4 17.222 2483120 20.0
Diethylene glyc... 18.881 306.6 ng 38071500 4 17.222 2483120 20.0
unknown19.028 19.028 26.1 ng 3237810 4 17.222 2483120 20.0
Benzene, 1,1'-(... 19.239 4.2 ng 516500 4 17.222 2483120 20.0
Octadecanoic acid 19.357 26.3 ng 3643680 5 21.316 2772320 20.0
Hexacosane 19.716 17.8 ng 2465360 5 21.316 2772320 20.0
unknown20.986 20.986 4.7 ng 654155 5 21.316 2772320 20.0
unknown21.033 21.033 10.9 ng 1512530 5 21.316 2772320 20.0
2,2'-(Ethane-1,... 21.092 8.5 ng 1184140 5 21.316 2772320 20.0
Heptadecane 21.139 28.9 ng 3998750 5 21.316 2772320 20.0
13-Methylheptac... 21.775 30.1 ng 4166030 5 21.316 2772320 20.0
1-Todo-2-methyl... 22.469 26.9 ng 3734330 5 21.316 2772320 20.0
Heneicosane, 11... 23.263 24.1 ng 3585810 6 23.721 2977080 20.0
Tetracosane 24.157 19.4 ng 2893020 6 23.721 2977080 20.0
Heptadecane, 9-... 25.204 14.3 ng 2124850 6 23.721 2977080 20.0
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