LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28 Instrument :
Operator : CG/JU BNA_G

Sample : M1688-01 ClientSampleld :
Misc : R-LA-4-1-WC

ALS vial : 7 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-BG031621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48400.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.192 309 315 323 rVB 49146 73921 1.92% 0.284%
2 5.662 387 395 402 rBV 1027653 1639890 42.54% 6.298%
3 7.254 658 666 678 rVB 1092439 1928211 50.02% 7.405%
4 8.112 806 812 819 rVB 211469 362471  9.40%  1.392%
5 9.281 1003 1011 1020 rBV 679660 1203897 31.23% 4.624%
6 10.938 1284 1293 1301 rBV 289075 521175 13.52% 2.002%
7 12.683 1585 1590 1597 rBV3 22290 46393 1.20% ©0.178%
8 13.376 1701 1708 1715 rVB 1766066 2676004 69.42% 10.277%
9 14.199 1840 1848 1852 rBV 50769 75328 1.95% 0.289%

10 14.751 1936 1942 1950 rVB 510389 798951 20.73%  3.068%

11 16.237 2188 2195 2203 rBV 1625714 2443950 63.40% 9.386%
12 17.377 2385 2389 2393 rBV3 32980 49962 1.30% 0.192%
13 17.501 2404 2410 2416 rBV 667866 1003078 26.02%  3.852%
14 18.264 2535 2540 2547 rBV7 36385 69138 1.79% ©.266%
15 18.388 2555 2561 2571 rBV 787622 1175019 30.48% 4.513%
16 18.682 2606 2611 2617 rBV8 23710 45184 1.17% 0.174%
17 19.158 2688 2692 2696 rVB 51970 68540 1.78% ©.263%
18 19.551 2753 2759 2765 rVB3 96948 202467 5.25% ©.778%
19 19.657 2772 2777 2785 rBV 411470 590662 15.32%  2.268%
20 19.915 2817 2821 2824 rVB 55041 72830 1.89% ©.280%

21 20.109 2849 2854 2861 rBV 2864281 3854733 100.00% 14.804%
22 21.384 3065 3071 3075 rBV = 273222 541790 14.06%
23 21.449 3080 3082 3087 rVV 459767 668043 17.33%
24 21.514 3087 3093 3103 rVV 1636536 2326070 60.34%
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25 21.596 3103 3107 3113 rVB 86102 128908 3.34% 495%
26 21.796 3135 3141 3147 rVB 634970 1044918 27.11% 4.013%
27 21.995 3172 3175 3181 rBV8 38286 70589 1.83% 0.271%
28 22.642 3281 3285 3295 rVB6 63516 164542 4.27% ©.632%
29 23.723 3464 3469 3477 rBv4 78312 157234 4.08% 0.604%
30 24.210 3548 3552 3556 rBv4 54737 92157 2.39% 0.354%

31 24.263 3556 3561 3571 rVB6 98562 216139 5.61%
32 25.133 3700 3709 3718 rBV 349099 981406 25.46%
33 25.750 3809 3814 3816 rBV5 30495 61333 1.59%
34 26.531 3941 3947 3957 rVB7 69600 197138 5.11%
35 29.569 4455 4464 4477 rVB7 118120 485578 12.60%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc

ALS vial : 7 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-BG031621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 26037649
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048400.D\data.ms
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1500000

5.662 7.254

1000000

500000

5.192

8.112

9.281

10.938

12.683

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8.0
Abundance TIC: BG048400.D\data.ms
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13.376
16.237
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20.
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21.514
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15961 995  22.642
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R R e R

Time--> 13.50 14.00 1450 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: BG048400.D\data.ms
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1500000
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23.723 2423 25750  26.531

29.569
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.192 4.08 ng 73921 1,4-Dichlorobenzene-d4 8.112

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 45
3 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 37
4 3-Hexanol 102 C6H140 000623-37-0 32
5 3-Octanol 130 C8H180 000589-98-0 25

Abundance Scan 315 (5.192 min): BG048400.D\data.ms (-309) (-) m/z 43.10 100.00%

43.1
5000
101.1 e e
1 ’ 20472600  350.3 514, 4.80 5.00 5.20 5.40 5.60
Ot R S e e s m/z 59.10 65.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B R A I
4.80 5.00 5.20 5.40 5.60
m/z 101.10  20.30%
101.0
O‘\J\I‘f‘%’l \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
AA ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.80 5.00 5.20 5.40 5.60
5000 m/z 41.10 14.51%
O

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

Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate

59.0 4.80 5.00 5.20 5.40 5.60
m/z 58.10 13.39%

5000 117.0

OMr ”\H\H?O\\\\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.388 23.43 ng 1175020  Phenanthrene-d10 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2561 (18 388 min): BG048400.D\data.ms (-2555) (- ' m/z 73.00 100.00%

5000
129.0 213.1

‘ 1711 ‘ 5 1 1800 18'50
0 H\‘H .\u‘\ i “ “ ‘L‘\\ - ‘ ‘ b ‘3‘3‘2‘037‘0' 43.10 85.00%

mi/z--> 150 200 250 300 350
Abundance M/ #107549: n-Hexadecanoic acid

5000 129.0
18. OO 18 50

171.0213.0 256.0 m/z 60.05 83.27%

HH‘ \\h‘ ‘\ ‘ﬂ
100 150 200 250 300 350

o —

‘ \‘\\\\\\\\‘\\\\’\\\\‘\\\
m/z--> 50
Abundance #131261: Octadecanoic acid
73.0
— =
18.00 18.50
5000 129.0 m/z 41.10 75.00%
‘ 1850 241.0 284.0
oL— ‘ \“ \‘h‘ “M\ HM‘ \‘ “ . \ \‘ o “\ P “L‘ A
m/z--> 5 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid

73.0 18 00 18 50
55.10  70.89%

5000
129.0
29. 171.0 214 0
oL “ AL uhh “M dhal 1w ‘ \ \

m/z--> 50 100 150 200 250 300 350 18. 00 18 50

8270-BGO31621.M Thu Mar 18 06:33:42 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28

Operator : CG/JU

Sample : M1688-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.551 4.04 ng 202467  Phenanthrene-die 17.501
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 76
2 Pyrene 202 C1l6H10 000129-00-0 62
3 Fluoranthene 202 C1l6H10 000206-44-0 58

4 Pyrimidine, 4-methoxy-6-(2-hydro...
5 7H-Furo[3,2-g][1]benzopyran-7-on...

202 C11H1eN202
202 C11H604

Abundance Scan 2759 (19.551 min): BG048400.D\data.ms (-2753) (-

097630-79-0 58
002009-24-7 50

m/z 202.10 100.00%

202.1
5000
55.1 oEn ‘
101 19.50
1511 ‘ .
ol “ b b u“ - L 23412634 m/z 200.00  23.08%
miz--> 50 100 150 200 250
Abundance  #62830: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000 by ‘ ‘MJ\)‘AMA‘A ‘A‘
19.50
m/z 201.00 16.50%
39.0 10‘10 1500 |
. ) ooyl . m |
T T T T ‘ \ T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #62824: Pyrene
202.0
19.50
5000 m/z 203.10 14.95%
101.0
oL 280 630 ‘\‘ 1500 |
e e e
miz--> 50 100 150 200 250
Abundance #62828: Fluoranthene
202.0 19.50
m/z 55.10 14.28%
5000
101.0
ol 270 630 | 1500 |
Tt —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.657 11.31 ng 590662 Chrysene-d12 21.796
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2777 (19.657 min): BG048400.D\data.ms (-2772) - m/z 73.00 100.00%

73.
5000 129.1 241.2
185.1
el =
H 284.3 19.50 20.00
oL L ALILY “‘” laba, ek “ NI e 1 220 myz 55,10 88.05%
miz--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43,
5000 129.0 - —
19.50 20.00
185.0 241 o 2840 m/z 43.10  87.41%
O\\“\ ““H\u‘ﬂh M “‘\‘ “““‘ ‘\‘\‘
miz--> 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
—— —
19.50 20.00
5000 129.0 m/z 60.85 83.52%
‘ 171.0 213.0 256.0
0\\\\“‘ m\‘”\‘u‘\m\“H““\““\H“\HH‘HH‘H
miz--> 50 100 150 200 250 300 350
Abundance #84455: Tetradecanoic acid T ey
73.0 19.50 20.00
m/z 41.10 79.63%
5000 129.0
185.0
228.0
AR 1§ O P GRR gy o onous, S LB PV
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 unknown21.38 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.384 10.37 ng 541790 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 56
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 56
3 Benzamide, N-cyclohexyl-N-(1-met... 245 C16H23NO 052812-84-7 32
4 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 27
5 Isopropyl phenyl ketone 148 C10H120 000611-70-1 27

Abundance Scan 3071 (21.384 min): BG048400.D\data.ms (-3065) (-  m/z 105.00 100.00%

105.0
5000 163.1
— =
51.1 21.00 21.50
0l bbb b 2L 2811 8850 hyz 163,10 43.07%
mi/z--> 50 100 150 200 250 300 350
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — —
21.00 21.50
163.0 m/z 77.10  37.62%
51.0 ‘
O\\\\‘i‘\\“\\‘\\‘\“\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\
mi/z--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl-
105.0
— “
163.0 21.00 21.50
5000 m/z 106.00 7.62%
51.0
0 ‘H‘vﬂ“uﬁ“““‘N“““““ R e
m/z--> 50 100 150 200 250 300 350
Abundance #98246: Benzamide, N-cyclohexyl-N-(1-methylethyl)- — =
105.0 21.00 21.50
m/z 51.10 7.50%
5000
51.0
N 148.0 202.0 p459
o b e — VI
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@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 6 unknown21.44 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.449 12.79 ng 668043 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 C9HIONO2 032331-52-5 50
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 47
3 Vinyl benzoate 148 C9H802 000769-78-8 38
4 Benzoyl chloride 140 C7H5CI1O0 000098-88-4 38
5 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 38

Abundance Scan 3082 (21.449 min): BG048400.D\data.ms (-3080) (-  m/z 105.00 100.00%

105.0
163.1
5000
=
51.1 261 21.50
O erbor b 8281 8312 4181 47 163,10 68.40%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #33146: Glyoxylamide, N-phenyl-
163.0
5000{ 430 —
3.0 21.50
m/z 77.10 42.05%
O \\\‘ii‘\lh\‘\\”‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 2150
5000 ITI/Z 51.10 8.28%
51.0
0 Huwﬂ‘md“‘M‘N‘H‘“‘W““_““H““H‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23240: Vinyl benzoate e
105.0 21.50
m/z 164.05 6.86%
5000
51.0
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 Ethanol, 2-(4-phenoxyphenox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.514 44.52 ng 2326070 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 83
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 78
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
5 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 58
Abundance Scan 3093 (21.514 min): BG048400.D\data.ms (-3087) (- m/z 105.05 100.00%
105.1
149.1
5000
T \
51"1 21.50
obftb b 2209 2838 39514036 4/7 149.05  71.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
5000 = :
105.0 21.50
m/z 77.10 61.12%
0 ‘517.0 L 213.0 334.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
R T
21.50
5000 m/z 51.10 14.67%
51.0
0 \‘ I d‘h | L | 211.0 287.0
T R T RIS RO
m/fz--> 50 100 150 200 250 300 350 400
Abundance #156211: Diethylene glycol dibenzoate e ‘
105.0 21.50
149.0 m/z 150.00  8.50%
5000
51.0
0 L1 .|, 207.0250.0 314.0

=
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 Benzamide, N-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.596 2.47 ng 128908 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 64
2 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 64
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 59
4 Benzoic acid, 2-benzoyl-, methyl... 240 C15H1203 000606-28-0 43
5 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 43

Abundance Scan 3107 (21.596 min): BG048400.D\data.ms (-3103) (- m/z 105.00 100.00%

105.0 163.1
5000
N \
511 281.0 ! 21.50
Ot bbb 229,98 231 0327.0377.3 436, p/7 163.10  83.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #32814: Benzamide, N-propyl-
105.0
5000 —
21.50
163.0 m/z 77.1@  48.31%
51.0
O\\\\‘i\\\“\\‘\\‘\“\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0 P I
21.50
5000 ITI/Z 164.00 9.20%
51.0
Ohoef ok b 24902860
m/z--> 50 100 150 200 250 300 350 400
Abundance #33146: Glyoxylamide, N-phenyl-
163.0 21.50
m/z 51.10 7.87%
3.0
e AR
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 Octadecane, 1-(ethenyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.642 3.15 ng 164542 Chrysene-d12 21.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 64
2 Eicosane 282 C20H42 000112-95-8 55
3 Heptadecane 240 C17H36 000629-78-7 50
4 Octadecane 254 C18H38 000593-45-3 50
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 49
Abundance Scan 3285 (22.642 min): BG048400.D\data.ms (-3281) (-  m/z 57.10 100.00%
57.1
5000
—— —
“1 L1 2090 2820 361.2 427.4 4875 22.50 23.000
0‘\u‘pWWWMM#MMWMQMMW%%Mfﬁ4%H4%ﬁT+ﬁﬁTmﬁ%ﬁﬁ m/Z 43.10 94.37A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141404: Octadecane, 1-(ethenyloxy)-
43.0
5000 —r ——
22.50 23.00
70 m/z 55.10 73.06%
0\L‘Jt‘k\;5402520
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57.0
—— —
22.50 23.00
5000 m/z 71.20 51.56%
L | AE20169.0225,0282.0
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane T —
57.0 22.50 23.00
m/z 85.10 51.07%
h VMWMM%%WwWﬂ%WWNMWWWWW
| |1|’1‘3'0169.0 240.0
o — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 11-Tetradecyn-1-ol acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.723 3.20 ng 157234 Perylene-di2 25.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tetradecyn-1-o0l acetate 252 C16H2802 033925-72-3 70
2 Tetradecanal 212 C14H280 000124-25-4 58
3 Octadecanal 268 C18H360 000638-66-4 58
4 1,13-Tetradecadiene 194 C14H26 021964-49-8 50
5 14-Heptadecenal 252 C17H320 1000144-58-0 50

Abundance Scan 3469 (23.723 min): BG048400.D\data.ms (-3464) (-
57.1

m/z 57.10 100.00%

5000 W
T\ 207.0 1 7 T
23.50 24.00
O‘H‘\ Ay ‘h {hM\mlh\hm\nu‘u\lHMLu\‘\w‘w”%ﬁ\‘\ ‘\\\\‘\‘?\‘7‘2‘ ‘2“‘1‘3‘0“5‘”5‘?9‘ ITI/Z 43.10 95.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104058: 11-Tetradecyn-1-ol acetate
43.0
5000 — ——
23.50 24.00
1940 m/z 82.10 91.25%
O‘\\\ ‘“\\H\l\‘hb\‘l\\ll\If‘f\\l‘f\??ﬁp\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71297: Tetradecana
57.0
—— —
23.50 24.00
5000 ITI/Z 69.10 85.72%
o_‘“‘h : H|"|WLMH"_m_m_m_m_mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117604: Octadecanal T —
43.0 23.50 24.00
m/z 55.10 62.31%
= MMM/
il m I\ 1520 2500
(oI EUEN B LR H Tttt i R S S —— ——
\ r \ \ \ \ I \ I \ \ \

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 n-Pentadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.263 4.40 ng 216139 Perylene-di2 25.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 87
2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
4 1-Nonadecene 266 C19H38 018435-45-5 78
5 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 70

Abundance Scan 3561 (24.263 min): BG048400.D\data.ms (-3556) (-  m/z 97.10 100.00%
97.1

43.1
5000
—— ——
153.2 24.00 24.50
UL s o, 3509 4423 504, g
0 ‘Hm‘\“\ ul ‘\‘H\\‘MM‘I\‘\u‘\l\u‘u\\‘m\w‘wl‘h‘u‘m‘n"\h‘.‘\‘\‘\‘\u"H‘HH‘HH‘H m/Z 69.10 91.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84599: n-Pentadecanol
83.0
5000 — ——
24.00 24.50
29 m/z 55.05 90.27%
L o0
O\\L\\\l“\\\‘\\\‘\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95987: 1-Hexadecanol
55.0
—— ——
24.00 24.50
5000 10 m/z 83.10 83.35%
L, aseo
Ofrr ‘Mm_muHu_m‘mWm_m_m_mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene T T
55.0 24.00 24.50
m/z 57.10 74.32%
5000 111.0
266.0
‘ | } 168.0
om"""‘HMM""""""‘“HH‘HHWHWHW —— ——
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\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.531 4.02 ng 197138 Perylene-di2 25.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 68
2 1-Octadecene 252 C18H36 000112-88-9 62
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 62
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 62
5 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 50

Abundance Scan 3947 (26.531 min): BG048400.D\data.ms (-3941) (-  m/z 43.10 100.00%

3

F

5000
195.1 281.0
‘ “ 3632 4442 517.8 26.50
Ol m/z 57.10 86.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186969: n-Tetracosanol-1
43.0
5000 —— :
26.50
‘ m/z 83.10 65.46%
O’\JH\J"“\\\\‘Jl\h\‘\].‘G\\s\(\)‘Wz\:\BWB‘(\)\W\‘13\3\9‘()\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104182: 1-Octadecene
43.0
T \
26.50
5000 ITI/Z 69.10 55.81%
111.0
AL oo 2620
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104188: 3-Octadecene, (E)- —
69.0 26.50
m/z 71.10 48.52%
- Mm
o,wf‘l%ﬁ"ww%” o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031621.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 unknown29.56 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

29.569 9.90 ng 485578 Perylene-di2 25.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 43
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 43
3 Oxalic acid, dodecyl hexyl ester 342 C20H3804 1000309-24-6 43
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 43
5 Nonadecane 268 C19H40 000629-92-5 38

Abundance Scan 4464 (29.569 min): BG048400.D\data.ms (-4455) (- m/z 57.10 100.00%
57.1

5000
T T
‘ “ 269.1 351.3 4124 29.50
oL ALl m/z 43.10 55.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
5000 T T

29.50
m/z 85.10 54.07%

140.0
A 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance  #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0

L
29.50

o

5000 m/z 71.10 47.72%
113.0
0 WN‘Mwuh“L“““““““““““““““
miz--> 50 100 150 200 250 300 350 400
Abundance #178372: Oxalic acid, dodecyl hexyl ester —r—
43.0 29.50

m/z 79.05 29.43%

) WWW
‘h | %7'0 16802130

0 ‘ —

‘ \
m/z--> 50 100 150 200 250 300 350 400 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31721\
Data File : BGO48400.D

Acqg On : 17 Mar 2021 16:28
Operator : CG/JU

Sample : M1688-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31621.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|
2-Pentanone, 4-... 5.192 4.1 ng 73921 1 8.112 362471 20.0
n-Hexadecanoic ... 18.388 23.4 ng 1175020 4 17.501 1003080 20.0
Benzene, 1,1'-(... 19.551 4.0 ng 202467 4 17.501 1003080 20.0
Octadecanoic acid 19.657 11.3 ng 590662 5 21.796 1044920 20.0
unknown21. 38 21.384 10.4 ng 541790 5 21.796 1044920 20.0
unknown21.44 21.449 12.8 ng 668043 5 21.796 1044920 20.0
Ethanol, 2-(4-p... 21.514 44.5 ng 2326070 5 21.796 1044920 20.0
Benzamide, N-pr... 21.596 2.5 ng 128908 5 21.796 1044920 20.0
Octadecane, 1-(... 22.642 3.1 ng 164542 5 21.796 1044920 20.0
11-Tetradecyn-1... 23.723 3.2 ng 157234 6 25.133 981406 20.0
n-Pentadecanol 24.263 4.4 ng 216139 6 25.133 981406 20.0
n-Tetracosanol-1 26.531 4.0 ng 197138 6 25.133 981406 20.0
unknown29.56 29.569 9.9 ng 485578 6 25.133 981406 20.0

8270-BGO31621.M Thu Mar 18 06:33:48 2021

Pag 17



