LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

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_G\METHODS\8270-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48891.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.576 375 381 390 rBV 346344 537600 8.13% 2.331%
2 7.192 647 656 665 rBV 348854 610210 9.23% 2.646%
3 8.020 788 797 803 rVB 88735 147505 2.23% 0.640%
4 9.190 988 996 1003 rBV 226871 401265 6.097% 1.740%
5 10.841 1269 1277 1283 rBV 114155 196597 2.97% 0.852%
6 13.285 1684 1693 1701 rVB 582065 892392 13.49%  3.870%
7 14.666 1922 1928 1937 rVB3 181344 280311 4.24%  1.215%
8 15.459 2048 2063 2066 rBV6 35400 133464 2.02% 0.579%
9 16.158 2177 2182 2193 rBV 440526 683957 10.34% 2.966%
10 17.415 2390 2396 2404 rBV 236903 353396 5.34% 1.532%

11 17.680 2418 2441 2457 rBV3 396389 2350086 35.53% 10.190%
12 17.897 2457 2478 2491 rVV3 597742 3126956 47.28% 13.559%
13 18.091 2491 2511 2524 rVB 1831541 6613702 100.00% 28.678%
14 18.285 2532 2544 2559 rBvV2 132341 460016 6.96%  1.995%
15 18.537 2576 2587 2600 rVB4 45681 151979 2.30% ©.659%

16 19.243 2697 2707 2718 rVB5 202870 552390 8.35% 2.395%
17 20.024 2835 2840 2846 rVB 1052179 1355185 20.49% 5.876%
18 20.230 2867 2875 2883 rVB2 315638 634396 9.59% 2.751%
19 21.040 3005 3013 3020 rVB2 298115 605924 9.16% 2.627%
20 21.223 3037 3044 3051 rBV2 49741 134320 2.03% 0.582%
21 21.322 3057 3061 3063 rBvV3 51732 85765 1.30% 0.372%
22 21.405 3069 3075 3082 rVB 153635 223370 3.38% 0.969%
23 21.693 3117 3124 3131 rBV 227506 380324 5.75% 1.649%
24 21.910 3151 3161 3173 rVB2 231699 585472 8.85% 2.539%
25 22.932 3326 3335 3343 rBV3 174274 427748 6.47% 1.855%
26 24.125 3528 3538 3550 rBv2 112601 342817 5.18% 1.486%
27 24.948 3669 3678 3688 rVB2 150925 405337 6.13% 1.758%
28 25.523 3767 3776 3787 rVB3 61356 226080 3.42% 0.980%
29 28.338 4243 4255 4258 rBV3 52994 163523 2.47% 0.709%
Sum of corrected areas: 23062087
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG048891.D\data.ms
1500000
1000000
500000
5.576 7.192
9.190
8.020 10.841
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ITT\T\T[T\T‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG048891.D\data.ms
18.091
1500000
20.024
1000000
3.285 17.897
500000 16.158 17.68
) 20.230 21.040
17.41 19.243 21.89310
14.666 18.285 . 21.405
15.459 8.537 222322
O\\\‘\\\\‘\\\\‘\\\\‘\\\)4“’\\_\’7\‘\\\\‘\\\\‘\\\\‘\\\\‘7\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BG048891.D\data.ms
1500000
1000000
500000
932 24.948
24.125 25 523 28.338
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.459 9.52 ng 133464  Acenaphthene-die 14.666
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 72
3 Triacontane 422 C30H62 000638-68-6 64
4 Pentadecane 212 C15H32 000629-62-9 59
5 Oxirane, 2-methyl-3-propyl-, trans- 100 C6H120 006124-91-0 52

Abundance Scan 2063 (15.459 min): BG048891.D\data.ms (-2048) (- m/z 57.10 100.00%
57.1

5000 ﬂ |
13.0 15.50
255.9 :
Ow““‘ﬁﬁssss m/z 43.10 93.68%
0

m/z--> 5 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0
A —r

5000 o

m/z 71.106 86.77%

T \“‘\ \“ \h‘\ \h‘\:ln‘ \“‘\“\ “ “‘\6‘\9\‘0\ ‘2\2\5\\0‘ L ‘ \???"O\ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
A /\/\A atglanal ‘“M A A
— pllicy

15.50
5000 m/z 85.15 74.05%

o

\‘ Whuld\lego 225.0 296.0

%

OHH‘ R B e e
m/z--> 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 15.50
m/z 41.10 58.31%
) W//\N\Mw
169.0 22 422.(
ol u“u | M i, 2250 2810 3370 ASEL bW
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzamide, N-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.680 133.00 ng 2350090 Phenanthrene-d10 17.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 64
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 53
4 Benzamide, N-acetyl- 163 C9HONO2 001575-95-7 50
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47

Abundance Scan 2441 (17.680 min): BG048891.D\data.ms (-2418) (-  m/z 105.00 100.00%

105.0
5000 163.0
— —
51.1 17.50 18.00
ol b 200 34l 7z 163.00  44.72%
m/z--> 50 100 150 200 250 300
Abundance #32814: Benzamide, N-propyl-
105.0
5000 —1 ==
17.50 18.00
163.0 m/z 77.10 41.62%
51.0 ‘
O\\\\‘i‘\\“\\‘\\‘\“\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
—= —
17.50 18.00
5000 ITI/Z 51.10 9.55%
163.0
51.0
| ‘ 254.0
ol e bbb L T
m/z--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl- = —
105.0 17.50 18.00
m/z 106.00 8.42%
163.0
5000
51.0
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Glyoxylamide, N-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.897 176.97 ng 3126960 Phenanthrene-d10 17.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 59
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 50
4 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 38
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 38

Abundance Scan 2478 (17.897 min): BG048891.D\data.ms (-2457) (- m/z 104.95 100.00%

105.0
163.1
5000
— —
57.1 2071 17.50 18.00
obrrflpd b1 S2252.4298.8 404+ n/z 163.05  58.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #32814: Benzamide, N-propyl-
105.0
5000 I T ‘Ji\,
17.50 18.00
163.0 m/z 77.05 40.84%
51.0
O\\\\‘i‘\\“\\‘\\‘\“\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33146: Glyoxylamide, N-phenyl-
120.0163’.0
— —
17.50 18.00
5000 43.0 m/z 57.10 9.62%
0 bt e
m/z--> 50 100 150 200 250 300 350 400
Abundance #32818: Morpholine, 4-phenyl- = g
105.0 17.50 18.00
m/z 51.10 9.21%
163.0
5000
51.0
O"uwﬂ"MJ‘H‘M‘N““‘H“““‘“H,“““ — ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57

Operator : CG/JU

Sample : M2186-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Ethanol, 2-(4-phenoxyphenox... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.091 374.29 ng 6613700 Phenanthrene-d10 17.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 83
2 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 80
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 78
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 50

Abundance Scan 2511 (18.091 min): BG048891.D\data.ms (-2491) (-
1

5000

0

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

m/z-->

m/z 105.00 100.00%

05.0
149.0
T \
5Lt 18.00
e L1921 2988 /7 149.00  70.38%
50 100 150 200 250 300
#172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
T \
105.0 18.00
m/z 77.05 61.08%
510 g 213.0 334.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
50 100 150 200 250 300
#23508: 1-Triazene, 3,3-dimethyl-1-phenyl-
77.0
T T
18.00
m/z 51.10 15.21%
42. 149.0
N J 1
A I B A B L o o B B
50 100 150 200 250 300
#133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester I ‘
105.0 149.0 18.00
m/z 106.00 8.54%
ey by f1 2110 2870 AVAS
50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl8.28 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.285 26.03 ng 460016  Phenanthrene-d10 17.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 45
2 2,3-Dihydro-4-methoxyindole-2-one 163 C9HONO2 007699-17-4 43
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 35
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 35
5 N-[2,2-Dichloro-1-(toluene-4-sul... 371 C16H15C12NO3S 136800-77-6 35

Abundance Scan 2544 (18.285 min): BG048891.D\data.ms (-2532) (-  m/z 105.00 100.00%

105.0
163.0
5000

51.1 207.1 18 00 18 50
| ["= 2531  305. 9
0 byl T m/z 163.00 76.14%
miz--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 Jﬂ\H
5000 T T T ‘ T
18 00 18.50

m/z 77.10 49.38%

51.0
OL\S.\O‘\‘\‘N\\‘\\“‘\\\‘\|\‘\\\|\\\\‘\\\\‘\
miz> 50 100 150 200 250 300
Abundance #33185: 2,3-Dihydro-4-methoxyindole-2-one
163.0
T

18 00 18.50

5000 m/z 51.10 11.64%
65.0 106.0 ‘
(o] ME— ih‘ ‘H“‘ \‘h‘\ h ‘Mh‘ 4 ““ \‘ “ T e
miz--> 50 100 150 200 250 300
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- —
105.0 18 00 18.50

m/z 164.00  10.40%

5000
51.0
O I} “ all ‘ 212'0

m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-

BGO41421.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heneicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.243 31.26 ng 552390 Phenanthrene-d10 17.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91

Abundance Scan 2707 (19.243 min): BG048891.D\data.ms (-2697) (-
57.1

m/z 57.10 100.00%

5000 J/\k
91 1900 1950
141.1 1832 :
ob— u“wh‘ b “‘ LIt i832 | 2822083 oy, a3.10  84.72%
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
1900 1950
m/z 71.10 72.15%
01\5\0‘\ ““‘ “‘ h‘ \“‘ \‘}\ ; 9\ :!\-8\3\0‘ \22\5\(\)’ T \29\6‘9\ T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
o e
19.00 19.50
5000 m/z 85.10 50.13%
o A \\ | 1410 1830 2P0 281.0 3230
i e S Ao o i e B o
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane cpsog e
57.0 19.00 19 50
m/z 41.10 35.58%
5000
0 L L u“\ “\ H‘ d\ }4%\0 ]\'830 2250 28\20
e e A T S
m/z--> 50 100 150 200 250 300 350 1900 1950

8270-BG041421.M Wed Apr 28 17:36:31 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.230 33.36 ng 634396 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2875 (20.230 min): BG048891.D\data.ms (-2867) (- m/z 57.10 100.00%
57.1
o 2000 2050
141.1 : :
183.1
0 Hu‘m“‘ I ‘L Lt A5 230-2281.18234 m/z 43.05  79.22%
mlz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.Q
5000 = e
50 20.00 20.50
m/z 71.05 68.20%
ol LI 121890 22505680
\\\‘ \\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
Pty —
20.00 20.50
5000 m/z 85.05 50.74%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane Rt =y
57.0 20.00 20.50
m/z 41.05 35.51%
REERRN M 1101800250 2060 el
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.041 31.86 ng 605924 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 3013 (21.040 min): BG048891.D\data.ms (-3005) (- m/z 57.10 100.00%
57.1
90 o0
141.1 :
o4 ‘h u‘h‘u““ WL 3972, 26783001 m/z 43.10 81.47%
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 s :
21.00
9.0 m/z 71.10 72.68%
oL ‘L‘ 1 )] | 141:0183.02250267.03000 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T
21.00
5000 m/z 85.10 54.68%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane P ‘
57.0 21.00
m/z 41.05 29.50%
5000
9.0
41.
oLk L L L 1#101m 0225026703000 3650 e
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 trans-Farnesol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.223  7.06ng 134320 Chrysene-di2 21.693

Hit# of 5 Tentative ID MW MolForm CASH# Qual

rans-Farnesol 222 C15H260 000106-28-5 58
qualene 410 C30H50 000111-02-4 53
,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 53
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 53
,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 53

uih wNnR
NN POV

Abundance Scan 3044 (21.223 min): BG048891.D\data.ms (-3037) (- m/z 69.05 100.00%

044 . .
5000
e Y
149.0 2070 21.00 21.50
omwu‘w L wﬂw‘; u‘l‘m‘_2‘89%””_‘”_‘ m/z 81.85 39.20%
mlz--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farneso
69.0
5000 il MR
21.00 21.50
m/z 41.10 35.39%
6.0
O \6‘\ \‘ ‘m“\\“h“h‘”‘ \M‘\‘h\ ‘ \]-\7\9\0‘2\2\2\9‘ T T ‘ T T ‘ LU ‘ TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
P o
21.00 21.50
5000 m/z 68.10  14.64%
137.0
ol b1 1910 2730 3410 4104
m/z--> 50 100 150 200 250 300 350 400
Abundance  #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0 21.00 21.50
m/z 149.00 14.48%
5000
136.0
ozal il L semee L
m/z--> 50 100 150 200 250 300 350 400 2L00 2L50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Cyclopentane, (4-octyldodec... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.323 4.51 ng 85765 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 58
2 Cyclotetracosane 336 C24H48 000297-03-0 49
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 46
4 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 43
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 43

Abundance Scan 3061 (21.322 min): BG048891.D\data.ms (-3057) (- m/z 43.10 100.00%

43.1
97.0
5000
— e
21.00 21.50
(I m/z 41.10 84.75%
miz--> 50 100 150 200 250 300 350
Abundance #184207: Cyclopentane, (4-octyldodecyl)-
43.0
83.0
5000 — —
21.00 21.50
m/z 55.10 81.07%
25.0 /
‘ ‘ 1670 2360
0 LI ‘ \H‘ ‘\‘ f‘h‘“ \“ IH‘\ ‘\‘ h\ ‘\ \ T ‘ T \hh\ ‘ \2\7§\0 T \3\5‘0.\0
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43.0
83.0
— ——
21.00 21.50
5000 ITI/Z 97.05 79.99%
25.0
ol \\ | 11, 1670 2100250.0 2030 336.0
il i ‘ ok
m/z--> 50 100 15 200 250 300 350
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester “ T
57.0 21.00 21.50
7.0 m/z 57.10  73.83%
5000
196.0
olsa || L ‘ ‘ ‘4?‘? 241.0 342.0
29 L - - T T e — =
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 1-ethenyl-3-nitro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.405 11.75 ng 223370 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-nitro- 149 C8H7NO2 000586-39-0 53
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 Benzamide, N-(5-methyl-3-isoxazo... 202 C11H10N202 013053-85-5 47
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47

Abundance Scan 3075 (21.405 min): BG048891.D\data.ms (-3069) (-  m/z 105.00 100.00%

105.0
149.0
5000

51.0 1’50
obrredrih b} 2070 2830 8551 n)7 149.00  63.39%

m/z--> 50 100 150 200 250 300 350
Abundance 23528: Benzene, 1-ethenyl-3-nitro-
77.0 149.0

5000 LI
21.50

m/z 77.10  55.96%

il
T \H “\ lh \‘M\H\ ‘\ “‘\ ‘! T T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #134112: Benzoic acid, pentafluorophenyl ester
105.0

H*

o

21 50
5000 m/z 51.05 13.65%
51.0
‘ 155.0
-ttt
m/z--> 50 100 150 200 250 300 350

Abundance #34281: Benzeneacetic acid, .alpha.-oxo-, methyl ester

105.0 21.50

m/z 106.00  10.64%

5000
51.0
oL | A 164.0 ha o oury , /\‘/’\‘ AVV:VVi

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\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.910 30.79 ng 585472 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3161 (21.910 min): BG048891.D\data.ms (-3151) (- m/z 57.10 100.00%
57.1

-

5000
22.00
97.2
o_wwﬁ‘lﬂwﬁauHzf?‘?‘?’_?ﬁ"ﬁ?wHw‘_m_wm m/z 43.10 80.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T
22.00
m/z 71.10 78.84%
o \‘ || 1#7:0197.0267.0 3670
‘\\H‘HH‘\H\‘HH’HH‘HH‘W\H‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
57.0
e
22.00
5000 m/z 85.05 50.47%

|

127015702680

e

Oy A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 22.00
m/z 41.10 34.81%
) www“uwvww/\wwwMWWﬂmw
0 \HH 27-0197.0267.0337.0407.0 491.0562.0
e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Hexadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.932 22.49 ng 427748 Chrysene-d12 21.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3335 (22.932 min): BG048891.D\data.ms (-3326) (- m/z 57.10 100.00%
57.1

> NJLL_,
23.00
7.1 .
211.1
o_m_J‘wﬁwaew,m‘2"‘3%"1”3‘5““:9“”Hﬁ'?‘ﬁﬁwww m/z 43.10  75.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94354: Hexadecane, 2-methyl-
57.0
5000 U
23.00
197.0 m/z 71.10 73.94%
7.0
O‘H\"\J\\J\‘?‘\fJ\J‘J\‘\\\‘L\\l\f‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
R
23.00
5000 m/z 85.10 50.71%

J J Hm 197.0267.0 365.0

N

O A A e T e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T
57.0 23.00
m/z 41.10 30.86%
B M‘A\]\\J\M—W
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
[ e e e T T T T e T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.125 16.92 ng 342817 Perylene-di2 24.948
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3538 (24.125 min): BG048891.D\data.ms (-3528) (- m/z 57.10 100.00%
57.1

> VQ\J\M
2400 2450
155.1 . .
—1 ”“‘ w‘“ H‘ b Lo f000230-22821 | 3559 .., 43.10  75.05%
mlz--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57.0
5000 i e
24.00 24.50
282.0 m/z 71.85 68.28%
| ‘ ‘ Jf‘l 0183.0225.0
O \\‘\ ‘\“‘ “‘\“‘\H‘ \“‘\\“ “ “ \“\“‘ \‘\‘\\‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
=i =
24.00 24.50
5000 ITI/Z 85.10 48.75%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T —
57.0 24.00 24.50
m/z 41.10 28.37%
- MMJV/\AMM
,15 ‘L‘ | 0183.0225.0267.0300.0 3800
Tt —— —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 2-Bromotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.523 11.16 ng 226080 Perylene-di2 24.948
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
4 Tricosane 324 C23H48 000638-67-5 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 64

Abundance Scan 3776 (25.523 min): BG048891.D\data.ms (-3767) (- m/z 57.05 100.00%

57.0
5000
UL \
1131 207 25.50
0 “‘MJJMW‘Mmhxq = ”m M““““‘%iqg“‘%ggf m/z 71.05 66.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0
5000 M ‘
25.50
m/z 43.05 57.35%
O\\“‘\‘\“ hh\h‘\‘\I‘\“\““‘\‘\\‘()\‘2\2\5\9‘\\\\‘\???‘q\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
UL \
25.50
5000 m/z 85.10 53.80%
oL bl UT1r 2000 2250 ass0 oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane 2o — me%f
57.0 25.50
m/z 99.05 19.59%
5000
LT, o
ol Ly
m/z--> 50 100 150 200 250 300 350 400 25.50

8270-BGO41421.M Wed Apr 28 17:36:38 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57

Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown28.33

R.T. EstConc Area
28.338 8.07 ng 163523
Hit# of 5 Tentative ID

Concentration Rank 15

Relative to ISTD R.T.

Perylene-di2

1 3-(3-Acetyl-6-oxo0-1-phenyl-1,4,5...
2 4H-Pyran-3-carbonitrile, 5-amino.
3 Cholest-5-ene, 3-ethoxy-, (3.bet...
4 Stigmastan-3-en-6-0l

5 Acetic acid, 10,13-dimethyl-2-ox...

303 C15H17N304
.. 302 C16H15FN203

414 C29H500
414 C29H500
330 C21H3003

Abundance Scan 4255 (28.338 min): BG048891.D\data.ms (-4243) (-

1000210-17-4 9
1000258-94-1 9
000986-19-6 9
1000214-19-7 7
1000190-79-2 7

m/z 43.05 100.00%

43.0
5000
911 213.1
145.0 303.3 414
255. r LT
55.2 28.00 28.50
oL ”J“J m/z 57.10 63.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146985: 3-(3-Acetyl-6-0xo-1-phenyl-1,4,5,6-tetrahydro[1
43.0
5000 “ —
28.00 28.50
r 0 1880 303.0 m/z 55.80 59.77%
230.0
O \‘J Hh“\“‘\‘ \“\“‘ ‘\H‘\‘\ \‘ ‘\ \‘ \L “ T \‘\ T ‘ } \“\ T “\ 1T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #146153: 4H-Pyran-3-carbonitrile, 5-aminocarbonyl-2-eth
43.0
— —
207.0
273.0 28.00 28.50
5000 m/z 41.00 52.66%
950 161,
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- “ —
43.0 28.00 28.50
m/z 91.10 42.37%
5000
368.0
JEUAL L L 2sossosono | 4 N\(N
O‘ f HH\H ““““‘”\““HH‘HH‘H “H‘H“‘L‘ —
mlz--> 100 150 200 250 300 350 400 2800 2850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42721\
Data File : BGO48891.D

Acqg On : 27 Apr 2021 17:57
Operator : CG/JU

Sample : M2186-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tetracosane 15.459 9.5 ng 133464 3 14.666 280311 20.0
Benzamide, N-pr... 17.680 133.0 ng 2350090 4 17.415 353396 20.0
Glyoxylamide, N... 17.897 177.0 ng 3126960 4 17.415 353396 20.0
Ethanol, 2-(4-p... 18.091 374.3 ng 6613700 4 17.415 353396 20.0
unknown18.28 18.285 26.0 ng 460016 4 17.415 353396 20.0
Heneicosane 19.243 31.3 ng 552390 4 17.415 353396 20.0
Octadecane, 2-m... 20.230 33.4 ng 634396 5 21.693 380324 20.0
Octacosane 21.041 31.9 ng 605924 5 21.693 380324 20.0
trans-Farnesol 21.223 7.1 ng 134320 5 21.693 380324 20.0
Cyclopentane, (... 21.323 4.5 ng 85765 5 21.693 380324 20.0
Benzene, 1l-ethe... 21.405 11.8 ng 223370 5 21.693 380324 20.0
Hexacosane 21.910 30.8 ng 585472 5 21.693 380324 20.0
Hexadecane, 2-m... 22.932 22.5 ng 427748 5 21.693 380324 20.0
Eicosane 24.125 16.9 ng 342817 6 24.948 405337 20.0
2-Bromotetradecane 25.523 11.2 ng 226080 6 24.948 405337 20.0
unknown28.33 28.338 8.1 ng 163523 6 24.948 405337 20.0
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