LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

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_ G\Methods\8270-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52354.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.756 380 386 397 rVB 397257 650843 15.70% 2.768%
2 7.377 652 662 675 rBv 412008 729285 17.59% 3.101%
3  8.229 797 807 813 rBV 95604 163958 3.96% 0.697%
4 9.398 998 1006 1014 rBV 262090 465203 11.22% 1.978%
5 11.066 1283 1290 1297 rVB 125106 227418 5.49% 0.967%

6 13.492 1696 1703 1712 rVB 646564 999014 24.10%  4.248%
7 14.873 1932 1938 1944 rBV 209546 322566  7.78% 1.372%
8 15.889 2086 2111 2131 rBV2 605698 3060715 73.84% 13.015%
9 16.359 2185 2191 2198 rVB 602605 901937 21.76%  3.835%
10 17.622 2400 2406 2413 rVB 270698 417982 10.08% 1.777%

11 18.485 2549 2553 2564 rVB3 50257 93096 2.25% ©.396%
12 19.026 2638 2645 2648 rBV 40173 87636 2.11% 0.373%
13 19.742 2759 2767 2772 rBV3 95515 209278 5.05% ©.890%
14 19.831 2772 2782 2790 rVV 533237 1597651 38.54% 6.794%
15 19.930 2790 2799 2806 rVV 876610 2044448 49.32%  8.694%

16 20.019 2806 2814 2828 rVV 2025333 4144973 100.00% 17.626%
17 20.136 2828 2834 2841 rVV 183376 337188  8.13%
18 20.218 2842 2848 2853 rVV 1223356 1666117 40.20%
19 20.271 2853 2857 2865 rVB 62524 116738  2.82%
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©
o
R

20 20.694 2924 2929 2942 rVB 135031 233635 5.64% 9947%
21 21.428 3048 3054 3060 rBV 172805 299470  7.22% 1.273%
22 21.493 3060 3065 3070 rVV2 98387 216046  5.21% 0.919%
23 21.564 3070 3077 3082 rVV 158966 320671 7.74%  1.364%
24 21.628 3082 3088 3097 rVV 390766 601271 14.51%  2.557%
25 21.939 3135 3141 3149 rVB 286444 502140 12.11% 2.135%

26 22.239 3185 3192 3199 rVB 168649 339036  8.18%
27 22.456 3224 3229 3236 rVB3 31524 74588  1.80%
28 23.173 3343 3351 3361 rVB 197704 444300 10.72%

NRRPROR
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29 24.272 3528 3538 3546 rVB3 151928 428642 10.34% 823%
30 25.417 3722 3733 3744 rVB2 179696 550014 13.27% 339%
31 25.546 3746 3755 3767 rVB3 131764 429640 10.37% 1.827%
32 25.664 3767 3775 3777 rBV9 38777 85547 2.06% 0.364%
33 25.893 3808 3814 3828 rVB9 35380 120188 2.90% ©0.511%
34 27.068 4004 4014 4027 rVB3 78945 302204 7.29% 1.285%
35 28.901 4315 4326 4343 rVB4 57883 253343 6.11% 1.077%
36 31.104 4689 4701 4702 rBV6 30897 79237 1.91% 0.337%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

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_G\Methods\8270-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 23516018
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052354.D\data.ms
2000000

1500000

1000000

500000 5756 7.377
9.398
8.229 11.066

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052354.D\data.ms
2000000 20.p19

1500000
20.218

1000000 19.9380

13.492 15.88916.359 19.831

500000

14.873

18.485 19.026

T L I e o e e o e e R R EE SR

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052354.D\data.ms
2000000

1500000

1000000

500000

23.173 24.272 2% ;‘:?46
854893 27.068 28.901 31.104

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.889 189.77 ng 3060720  Acenaphthene-d10 14.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2111 (15.889 min): BG052354.D\data.ms (-2086) (- | m/z 43.10 100.00%
43.1 73.2
5000 129.1 (MNMJ//\k\\W\MMMﬁ
1852 2413 - -
L) ‘ ‘ 2844 1550 16.00
A L b L s 7315 96.74%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — —
15.50 16.00
1850 5410 24 m/z 60.15  83.74%
“J‘NM H“‘M‘L‘w
miz--> 50 100 150 200 250
Abundance
43.0 73.0 256.0
= —
15.50 16.00
5000 m/z 55.15 77.71%
129.0
213.0
171.0
—
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 15.50 16.00
m/z 57.15 77.39%
5000 129.0
‘ ‘ 199.0 2420
“\‘ m‘ \‘H‘HH Hh“‘w ‘\‘M‘\‘H‘\ ““l‘eﬂ"q“ ‘i — “\‘ N P e
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 19
R.T. EstConc Area Relative to ISTD R.T.
18.485 4.45 ng 93096  Phenanthrene-dle 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Trehalose 342 C12H22011 000099-20-7 47
3 .alpha.,.beta.-D-Glucopyranoside... 264 C12H2406 1000158-67-6 38
4 Tridecanoic acid 214 C13H2602 000638-53-9 35
5 d-Arabinose 150 C5H1005 010323-20-3 35
Abundance Scan 2553 (18.485 min): BG052354.D\data.ms (-2549) (- | m/z 43.15 100.00%
43.1 73.2
5000
‘ ‘ ‘ 129.2157.1 1011 22722563 1850
W,HH‘}“JU! RN it m/z 73.15  94.78%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #143508: n-Hexadecanoic acid
3 3
430 730 256.0
5000 1
129.0 18.50
213.0 m/z 55.15 76.53%
H H Hl(ﬂ 157.0185.0 ‘
]\-ﬁl’o\\l\“‘\\u\” \h\‘\‘H\‘\\\““\\“”‘M\H\‘H’\H\‘H‘H‘\‘\H‘\\H‘HH’HH"H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
——
18.50
5000 m/z 41.15 55.07%
44.0
15.0 103.0 146.0 235.0
P T T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #152477: .alpha.,.beta.-D-Glucopyranoside, 4-O-hexyl- ——
43.0 73.0 157.0 18.50
m/z 60.05 53.70%
5000
m ‘ 113.0
rereb el e 20302850 .
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.742 10.01 ng 209278  Phenanthrene-di10 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 18

Abundance Scan 2767 (19.742 min): BG052354.D\data.ms (-2759) (- | m/z 73.15 100.00%

43.1 73.2
5000
129.2

185.1 241.2

—
| ‘ 19.50 20.00
il m/z 43.15  90.31%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

284.:

T
19.50 20.00
m/z 55.15 77.78%

‘ 1850 o410 284
“H“‘ HH‘L M‘ L, ‘\ - ‘\ P “ e ““
miz--> 50 100 150 200 250
Abundance

73.0

43.0

T
19.50 20.00

5000 m/z 60.10  71.20%
129.0
185.0 228.0
—— e e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 19.50 20.00

m/z 41.15 68.97%

5000 129.0
199.0 2420
1

" \‘HM\‘\‘ Hh“‘w ;‘M‘\‘ ul “‘ ‘I‘GH‘Q“ ‘i . “\ AR — —
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.831 63.63 ng 1597650  Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 38
4 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 38
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38

Abundance Scan 2782 (19.831 min): BG052354.D\data.ms (-2772) (- | m/z 105.10 100.00%
105.1

—

5000 163.1
I T
51.1 103.1 19.50 20.00
12241 281.: o
O bbb e e e e ey | m/z 163.10  50.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000

19.50 20.00
m/z 77.10 37.09%

\H‘HH“S\\]‘-\.\(’)HH‘HH"\H‘]\-%4\‘.(\)\\\‘1H\’\\\2\87\-8\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0

—
163.0 19.50 20.00
5000 m/z 106.10 7.96%
51.0
15.0 134.0
T T [ L L T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73795: Benzoic acid, phenyl ester — —
105.0 19.50 20.00

m/z 51.15 7.60%

5000
51.0
\ 1410 1980

T T
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.930 81.43 ng 2044450  Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Glyoxylamide, N-phenyl- 163 C9HINO2 ©32331-52-5 53
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 50
4 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 43
5 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 43
Abundance Scan 2799 (19.930 min): BG052354.D\data.ms (-2790) (- | m/z 105.15 100.00%
105.2
163.1
5000
20.00
51.1 .
134.9 207.1 281.¢ q
e e P e e e os e | m/z 163.10  64.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 1
20.00
m/z 77.15 38.30%
51.0
. \“ e - Il
’HH‘HH‘HH‘HH‘ \\\‘\\\\‘H\\‘\\\\‘\\\\‘HH‘HH’HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance
120.0 163.0
—=
20.00
5000 43.0 77.0 m/Z 51.10 8.55%
L L RmaL N o et
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate —=
105.0 20.00
m/z 106.10 8.25%
163.0
5000
?%O | 1340 | 207.0
[ e e e R e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Phenyl(2-phenyl-1,3-dioxola... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.019 165.09 ng 4144970  Chrysene-di12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
3 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10OH11NO3 1000411-48-9 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 78
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
Abundance Scan 2814 (20.019 min): BG052354.D\data.ms (-2806) (- | m/z 105.10 100.00%
105.1
149.1
5000
T T
511 20.00
Ol 1922 2811 341 ;14016 77.64%
miz--> 50 100 150 200 250 300
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0
105.0
5000 = :
20.00
m/z 77.15 53.64%
5.0 | 197.0 239.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
105.0 149.0
N T
20.00
5000 m/z 51.15 12.93%
51.0
15.0 192.0
L e L B e
m/iz--> 50 100 150 200 250 300
Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr —= ‘
105.0 1490 20.00
m/z 150.15 8.36%
5000
51.0
i PR Y O VI T L
m/z--> 50 100 150 200 250 300 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Glyoxylamide, N-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.136 13.43 ng 337188 Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 Benzamide, N-[5-(1-cyano-2-methy... 284 C14H12N40S 172535-11-4 27
4 N-(6-Methoxy-1,3-benzothiazol-2(... 284 C15H12N202S 035353-26-5 27
5 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 25
Abundance Scan 2834 (20.136 min): BG052354.D\data.ms (-2828) (- | m/z 105.15 100.00%
105.2  163.1
5000
2000 2050
51.1 . .
el L 0T 2843 341 o163 10 87.46%
m/z--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 o ——
20.00 20.50
m/z 77.15 38.85%
510 om0
1T ‘ T T T ‘ L ’ T T T T ‘ L ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
1200 1630
—= —
20.00 20.50
5000 43.0 77.0 m/Z 164.10 9.27%
T T
miz--> 50 100 150 200 250 300 A/\JL
Abundance #178096: Benzamide, N-[5-(1-cyano-2-methyl-1-propeny o T
105.0 20.00 20.50
m/z 51.15 8.22%
5000
51.0
‘ | 147.0  204.0 242.0 28\4'0
e T B e e e e ]
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phthalic acid, 2-methylbuty... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.271 4.65 ng 116738  Chrysene-di12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-methylbutyl oct... 348 C21H3204 1000322-81-6 72
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 72
3 Phthalic acid, 2-ethylhexyl 4-ni... 399 C22H25N06 1000315-52-1 53
4 Phthalic acid, 4-chlorophenyl 2-... 388 C22H25C104 1000315-51-6 53
5 4-(Butoxycarbonyl)benzoic acid 222 C12H1404 001818-06-0 53

Abundance Scan 2857 (20.271 min): BG052354.D\data.ms (-2853) (- m/z 149.05 100.00%
149.1

5000
57.1

-

DA —

‘ H 104.1 20.00 20.50
279.1

181.9 213.3 )

W‘HWthmhwuuﬁWWHM‘HM‘me‘H_Hu_HW‘HWH‘AH m/z 57.15 32.08%

miz—> 20 40 60 80 100120140160180200220 240260280

Abundance #257827: Phthalic acid, 2-methylbutyl octyl ester

T M
5000 = e
20.00 20.50
m/z 167.10 30.45%
430 710 1040 . 2370 2790
’\\\\‘\\\\‘\\\\‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
20.00 20.50
5000 m/z 43.15 25.06%
57.0
113.0 279.0
29.0 85.0 180.
B R 5 [EESNSSSSERSNES B
m/z--> 20 40 60 80 100120140160180200220240260280

T T
20.00 20.50
m/z 71.15 24.93%

Abundance #301607: Phthalic acid, 2-ethylhexyl 4-nitrophenyl ester
149.0

5000

57.0
113.0 70.0

29.0) ﬂ ‘\ N | 1960 2400°

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.694 9.31 ng 233635 Chrysene-di2 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2929 (20.694 min): BG052354.D\data.ms (-2924) (- | m/z 57.15 100.00%

57.1
5000

1 2 1692 267.1 3553 430 20.59 2100
‘H\‘\’ “Jh‘\d\l\“‘\‘\\‘\‘l\\\\‘\\.\\‘\\\\‘\.\\\‘\\\.\ m/Z 43.15 74.1700

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0

5000 — e
20.50 21.00

m/z 71.15 69.72%

‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

T T
20.50 21.00

5000 m/z 85.10 51.65%
113.0
169.0 2250 282.0
R I e e RN
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane T —
57.0 20.50 21.00

m/z 41.15 30.68%

| ‘ 1130 169.0 2950 338.0

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 20.50 21.00

8270-BGO20722.M Fri Feb 11 16:11:53 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.428 11.93 ng 299470  Chrysene-di12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3054 (21.428 min): BG052354.D\data.ms (-3048) (- | m/z 57.15 100.00%

57.1
5000

N
21.50
412

ol 14 ' “ 1181218332258 2811 3859 ., 4315 67.42%

m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0

5000 T

m/z 71.15 66.18%
h\

9.0
.. 14101830 2540
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

21.50
5000 m/z 85.15 45.69%
99.0
141.0183.0 225.0 282.0
T e T A S B A S B A
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0 21.50

m/z 41.15 26.84%

- A/\/&—\/\J\A/\/‘—/y
i

| F |, 141.0183.0 225.0 267.0 323 0 380.¢

T
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknown21.493 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.493 8.61 ng 216046  Chrysene-di2 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 50
2 3-Benzamidocoumarin 265 C16H11NO3 002549-08-8 35
3 3-Benzoylaminochromone 265 C16H11NO3 1000243-49-5 35
4 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 30
5 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 30

Abundance Scan 3065 (21.493 min): BG052354.D\data.ms (-3060) (- | m/z 105.05 100.00%

105.1
5000 163.2

T
51.1 21.50

ol 20T 2820 3411 s 163,15 40.13%
m/z--> 50 100 150 200 250 300 350
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 LN
21.50

m/z 77.15 33.18%

51.0
““Vﬂ”””“\“J‘\ M“‘\“ L L N
m/z--> 50 100 150 200 250 300 350
Abundance
105.0

‘
21.50

5000 m/z 106.10 8.56%
51.0 265.0
—prb il 1600 2200 |
wes % a0 10 2o o a0 %0 I
Abundance #154245: 3-Benzoylaminochromone e ,
105.0 21.50

m/z 51.10 7.79%

5000
265.0

510 144.0 188.0 ‘

m/z--> 50 100 150 200 250 300 350 21.50

8270-BGO20722.M Fri Feb 11 16:11:55 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04

Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
: 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 12 unknown2l.564 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.564 12.77 ng 320671 Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 53
4 Benzamide, N-hydroxy-N-(2-hydrox... 287 C16H17NO4 309921-11-7 43
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 43

Abundance Scan 3077 (21.564 min): BG052354.D\data.ms (-3070) (- | m/z 105.05 100.00%
105.1
163.2
5000
T
51.1 21 50
e 207 2811 ALy 163,15 62.35%
miz--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 \
2150
m/z 77.15  39.35%
510
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
105.0
163.0 2150 |
5000 m/z 51.15 10.05%
51.0
15.0
T T e T
m/iz--> 50 100 150 200 250 300
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0 2150
164.15 8.44%
m/z--> 50 100 150 200 250 300 21.50

8270-BGO20722.M Fri Feb 11 16:11:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Diethylene glycol dibenzoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.628 23.95 ng 601271  Chrysene-di12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 1,3-Dioxolane, 2-phenyl-2-(pheny... 240 C16H1602 004362-19-0 78
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 72
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 56
5 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C10H11NO3 1000411-48-9 53

Abundance Scan 3088 (21.628 min): BG052354.D\data.ms (-3082) (- | m/z 105.15 100.00%

105.2
149.1
5000
T

511 2150 22.00

(- J | 1921 24122811  385. n/z 149.10  73.51%

m/z--> 50 100 150 200 250 300 350
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0

5000 T
2150 2200

m/z 77.10 51.81%

51.0
|1 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
149.0

2150 22.00

m/z 51.15 13.11%
5000 105.0
51.0 195.0
T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy B
105.0 2150 22.00
m/z 106.10 7.72%
149.0
5000
51O 1 1930 236.0 /\
o T e L e I et s
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.239 13.50 ng 339036 Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3192 (22.239 min): BG052354.D\data.ms (-3185) (- | m/z 57.15 100.00%

57.1
5000

=
2200 2250

169.3 .
_—y Hh‘ uhw‘ ) uh prp2 2253 2821 3409 4150 .., 4315 73.85%

m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0

5000 — —
22.00 22.50

m/z 71.15  71.69%
‘ - L

13.
il \‘ h h\ :ﬂ H‘ \‘ | 169 0 225 O 3380
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

T
22.00 22.50

5000 m/z 85.15 50.75%
113.0 239.0
169.0 294.0 352.0
T e I O AL A i T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane —1 T
57.0 22.00 22.50

m/z 55.15  25.46%

- MMWMMMwaJ\MMNN4WMWW

Funy h | 4 /1690 2250  296.0

m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

8270-BGO20722.M Fri Feb 11 16:12:00 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.173 17.70 ng 444300  Chrysene-d12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 3351 (23.173 min): BG052354.D\data.ms (-3343) (- | m/z 57.15 100.00%

57.1
5000

T L —
‘ i \ 31833 2393 2300 2350
LA a ‘\‘ 1 2044 365¢ o 1e 7 0s%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 = AN
23.00 23.50

m/z 43.15 67.69%

| ‘ “h I \\ | 141 9 183.0 225.0 267.0 309.0  367.(
L \ ‘ \ TT ‘ T T T \ T T ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
23.00 23.50

5000 m/z 85.15 46.58%
99.0
15.0 141.0 18302250  296.0
T B B o A A e R
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane T T
57.0 23.00 23.50

m/z 55.15 27.38%

5000
90
L ‘ 1830 2390 310.0

T —
m/z--> 50 100 150 200 250 300 350 23.00 23.50

8270-BGO20722.M Fri Feb 11 16:12:01 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.272 15.59 ng 428642  Perylene-di12 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 3538 (24.272 min): BG052354.D\data.ms (-3528) (- | m/z 57.15 100.00%
7.1

57.
5000

3.2 24.00 24.50
1833
- ‘w$ﬂﬂwwyuuubu‘ﬁ§?4§?§3“w‘w“_“w“ m/z 71.15 64.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0

5000 = s
24.00 24.50

m/z 43.15 61.03%

9.0
JAii] 1550 2250 295.0
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T T
24.00 24.50

5000 ITI/Z 85.15 50.05%
1130169.0225.0281.0338.0
R R B LA RR RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane o ]
57.0 24.00 24.50

m/z 55.15 24.86%

- WVMM
LR

| 169.0225.0281.0337.0393.0449.0 506.(

\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘ T

\ T
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_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.546 15.62 ng 429640  Perylene-di12 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 93
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3755 (25.546 min): BG052354.D\data.ms (-3746) (- | m/z 57.15 100.00%
57.1
o W\/\/L\
‘ 25.50 |
7.2 :
197.3 281.1
‘HH_uﬁ#»‘m‘,HH_m_H“3?9“‘”Hw‘_m_wm m/z 71.15  74.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 —— :
25.50
m/z 43.15 62.88%
L 127035702600
‘HH‘\H\‘\\H‘\\H’HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T \
25.50
5000 m/z 85.15 48.60%

127.0197.0267.0 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0 25.50

m/z 55.15 26.51%

—

5000

%.

1 || £27.0197.0267.0337. 0407.0 491.0562.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknown25.893 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
25.893 4.37 ng 120188 Perylene-di2 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3H,6H)Thieno[3,4-c]isoxazole, 3... 143 C6HINOS 1000115-56-0 18
2 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 14
3 benzene, 1,1'-[1,4-hexadiene-1,6... 234 C18H18 1000467-93-3 10
4 (1-Methylpenta-2,4-dienyl)benzene 158 C12H14 1000210-01-1 10
5 Antibiotic NFAT 133 276 C17H2403 165133-85-7 10
Abundance Scan 3814 (25.893 min): BG052354.D\data.ms (-3808) (- | m/z 43.15 100.00%
43.1
1432 2071
5000 394
91.2
— ——
“ 26‘5'1 25.50 26.00
Al | ‘W‘ - ‘M“ 381 |z 207.65  58.92%
m/z--> 50 100 150 200 250 300 350
Abundance #23324: (3H,6H)Thieno[3,4-c]isoxazole, 3a,4-dihydro-6-n
143.0
5000 — ——
25.50 26.00
97.0 m/z 143.15 53.61%
\\‘\“‘\‘H“H“\“h‘}‘“‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
143.0
25.50 26.00
5000 m/z 135.15 42.33%
77.0
86.0
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance  #116418: benzene, 1,1'-[1,4-hexadiene-1,6-diyl]bis- — ——
143.0 25.50 26.00
m/z 128.15  42.27%
5000
91.0
234.0
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27.068 10.99 ng 302204  Perylene-d12 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 86

Abundance Scan 4014 (27.068 min): BG052354.D\data.ms (-4004) (- | m/z 57.15 100.00%
57.1

5000

-

R \
27.00
4122101 2951
_‘H‘mhkﬁm%ﬁmymu‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘MH m/z 71.15 74.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0

N

5000 T T

27.00
m/z 43.15 63.04%

7.0
L ﬁi . 197.0267.0337.0 422.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

-

57.0

T \
27.00

5000 m/z 85.15 47.98%

127.0197,0 267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 27.00

m/z 55.15 26.17%

-

5000

-

J J ﬂl 1710 197.0267.0 365.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 20 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
28.901 9.21 ng 253343  Perylene-di2 25.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72

Abundance Scan 4326 (28.901 min): BG052354.D\data.ms (-4315) (- | m/z 57.15 100.00%
57.1

20 JL\\,
28‘5(; ‘29‘00‘
—— “‘ ‘ \ m\h\h H“h‘\ \L m \h oy u\u Mgl ‘\21‘1\\1 ‘\2‘ I ‘\ ‘2\8‘9‘9‘ ——r ‘3‘6‘9 : m/Z 43.15 74 . 4900
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 T

T
28.50 29.00
m/z 71.15 68.21%

% 141018300050 2820
L ‘ T 1T ‘ L ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
28.50 29.00
5000 m/z 85.15 59.86%

0
141.0183.0225.0 281.0 338.0

£

m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane T
57.0 28.50 29.00
m/z 55.15  28.97%
5000
9.0
1.0
sg LUy i sssomse 200
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021022\
Data File : BG@52354.D

Acqg On : 10 Feb 2022 15:04
Operator : CG/JU

Sample : N1424-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
Octadecanoic acid 15.889 189.8 ng 3060720 3 14.873 322566 20.0
n-Hexadecanoic ... 18.485 4.5 ng 93096 4 17.622 417982 20.0
Tetradecanoic acid 19.742 10.0 ng 209278 4 17.622 417982 20.0
Oxybis(propane-... 19.831 63.6 ng 1597650 5 21.939 502140 20.0
Morpholine, 4-p... 19.930 81.4 ng 2044450 5 21.939 502140 20.0
Phenyl(2-phenyl... 20.019 165.1 ng 4144970 5 21.939 502140 20.0
Glyoxylamide, N... 20.136 13.4 ng 337188 5 21.939 502140 20.0
Phthalic acid, ... 20.271 4.7 ng 116738 5 21.939 502140 20.0
Heneicosane 20.694 9.3 ng 233635 5 21.939 502140 20.0
Octadecane 21.428 11.9 ng 299470 5 21.939 502140 20.0
unknown21.493 21.493 8.6 ng 216046 5 21.939 502140 20.0
unknown21.564 21.564 12.8 ng 320671 5 21.939 502140 20.0
Diethylene glyc... 21.628 23.9 ng 601271 5 21.939 502140 20.0
Tetracosane 22.239 13.5 ng 339036 5 21.939 502140 20.0
Hexacosane 23.173 17.7 ng 444300 5 21.939 502140 20.0
Heneicosane, 11... 24.272 15.6 ng 428642 6 25.417 550014 20.0
Nonadecane 25.546 15.6 ng 429640 6 25.417 550014 20.0
unknown25.893 25.893 4.4 ng 120188 6 25.417 550014 20.0
Triacontane 27.068 11.0 ng 302204 6 25.417 550014 20.0
Eicosane 28.901 9.2 ng 253343 6 25.417 550014 20.0
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