LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acqg On : 8 Jul 2021 14:16
Operator : CG/JU

Sample : M2963-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@49219.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.637 435 442 454 rVB 416497 734007 12.09% 2.860%
2 7.241 707 715 724 rBV 437772 780657 12.86% 3.041%
3 8.087 852 859 866 rBV 122085 213898 3.52% 0.833%
4 9.256 1049 1058 1066 rBV 277266 508226 8.37% 1.980%
5 10.678 1293 1300 1308 rBV2 33360 66140 1.09% 0.258%

6 10.907 1331 1339 1346 rBV 154155 284582 4.69% 1
7 13.352 1748 1755 1765 rVB 654228 1023569 16.87% 3
8 14.727 1983 1989 1996 rVB 232140 372917 6.14% 1.453%
9 16.219 2236 2243 2250 rBV 645662 988729 16.29% 3
10 17.476 2448 2457 2462 rBV 313138 522565 8.61% 2

11 17.517 2462 2464 2471 rVB2 55166 85446 1.41% ©
12 17.876 2514 2525 2530 rBV6 61175 206719 3.41% o
13 18.986 2700 2714 2725 rBV2 577853 2021210 33.30% 7.874%
14 19.115 2725 2736 2745 rVWW 750654 2591262 42.70% 10
15 19.233 2745 2756 2766 rVB 2379093 6068971 100.00% 23

16 19.380 2773 2781 2789 rBV 177591 432230  7.12%
17 19.562 2803 2812 2817 rBV5 195812 614600 10.13%
18 19.615 2817 2821 2834 rVB3 260815 592897 9.77%
19 20.085 2895 2901 2911 rVB 1420590 1970563 32.47%
20 20.855 3026 3032 3043 rVB 248704 541280 8.92%
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21 21.260 3095 3101 3108 rBv2 122229 229836  3.79%
22 21.407 3122 3126 3133 rBV6 36630 82856  1.37%
23 21.660 3163 3169 3177 rVB 258661 508646  8.38%
24 21.759 3180 3186 3193 rBV2 312874 558590  9.20%
3
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25 21.859 3198 3203 3211 rVB3 93943 206447 .40% 804%
26 22.564 3315 3323 3333 rVB2 241599 599979 9.89%  2.337%
27 23.269 3437 3443 3449 rBv4 106109 215504  3.55%  ©.840%
28 23.604 3491 3500 3511 rBV2 190268 543260 8.95% 2.116%
29 24.815 3699 3706 3719 rVB4 136088 479112 7.89% 1.867%
30 25.073 3739 3750 3770 rVB2 193806 679101 11.19% 2.646%
31 26.278 3945 3955 3966 rVB3 127566 440730 7.26% 1.717%
32 27.999 4238 4248 4262 rVB3 81109 337159 5.56% 1.314%

33 29.168 4435 4447 4450 rBV3 46767 166617 2.75% 0.649%

Sum of corrected areas: 25668305
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M2963-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
BG049219.D
8 Jul 2021 14:16

MH-2A-COMP

: 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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TIC: BG049219.D\data.ms
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9.256
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TIC: BG049219.D\data.ms

19.P33

20.085

13.352

20855 2fB60° 22564
21,360y721.859

= O

Time-->
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Time-->
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TIC: BG049219.D\data.ms

604 5073
03083 24,81 26.278 27.999 29.168

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\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.678 4.65 ng 66140 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 56
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 47
5 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 45

Abundance Scan 1300 (10.678 min): BG049219.D\data.ms (-1293) (- m/z 45.10 100.00%
44

A
5000
75.1 e L
100.2 10.50 11.00
129.2
b m“Hm“‘hANHHWMHH_HW m/z 57.15 97.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000
10.50 11.00
750 m/z 41.10 45.11%
150 H | 2000 1350
0 \H‘\“\‘\‘\‘\“ H\\‘l‘\“\“1‘\\}‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41450: Ethylene glycol diglycidyl ether
29.0
—— A
10.50 11.00
5000 m/z 56.10 18.77%
57.0
‘ 100.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0 10.50 11.00
m/z 75.10 18.64%
5000
89.0
0 26‘\#’ H 690 || | 1190 14401630 Lk
R AR e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Hexadecanamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.876 7.91 ng 206719  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 70
2 Tetradecanamide 227 C14H29NO 000638-58-4 58
3 Nonadecanamide 297 C19H39NO 058185-32-3 58
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 53
Abundance Scan 2525 (17.876 min): BG049219.D\data.ms (-2514) (- m/z 59.10 100.00%
59.1
5000
e =
1251 1872 1602 2404 284.3 17.50 18.00
0! : m/z 57.15 58.06%
miz-> 50 100 150 200 250 300
Abundance #106564: Hexadecanamide
59.0
5000 — —
17.50 18.00
m/z 72.10 49.28%
o220 || | 9701280 1700 2120 2530
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #83610: Tetradecanamide
59.0
17.50 18.00
5000 m/z 43.20 36.59%
97.01280 1840 2270
miz--> 50 100 150 200 250 300
Abundance #142051: Nonadecanamide — —
59.0 17.50 18.00
m/z 56.10 26.44%
5000
97.0
27.0
ol LA LA L | 1380 1m0 2207580 zore " TNTT T
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\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Benzamide, N-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.986 77.36 ng 2021210  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 56
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 38
5 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 38

Abundance Scan 2714 (18.986 min): BG049219.D\data.ms (-2700) (-  m/z 105.10 100.00%
1

05.1
5000 163.2
19.00
51.0 .
ob a1 19322273 2813 47 963,15 43.85%
m/z--> 50 100 150 200 250
Abundance #32814: Benzamide, N-propyl-
105.0
5000
19.00
163.0 m/z 77.10  35.47%
51.0 ‘
O\\\\‘i‘\\“\\“\\‘\“\|\“\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0 19.00
5000 ITI/Z 51.05 8.27%
51.0
<=2 R T SN [ —
m/z--> 50 100 150 200 250
Abundance #33139: Benzamide, N-acetyl- ]
105.0 19.00
m/z 106.10 8.17%
5000
163.0
43.0
m/z--> 50 100 150 200 250 19.00

8270-BGP63021.M Fri Jul 09 13:28:34 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.116  99.17 ng 2591260  Phenanthrene-die 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 50
4 1,3-Benzenediol, monobenzoate 214 C13H1e03 000136-36-7 43
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 43

Abundance Scan 2736 (19.115 min): BG049219.D\data.ms (-2725) (- m/z 105.10 100.00%
1

05.1
163.2
5000
1900 1950
51.1 . .
Ol bbb L2072 2844 4 163.20 63.25%
miz--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 R —
19.00 19.50
m/z 77.10 39.19%
O T T \mi“‘\ \‘\‘\ “‘\‘i“\ T ‘ \‘\ T \“‘\ T ‘ T T T ‘ T \3\4\3‘-'
m/z--> 50 100 150 200 250 300
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 163.0
T —
19.00 19.50
5000 43.0 m/z 51.10 8.22%
0 7'4 \‘ﬂ\\\‘\\\\‘ R R
miz--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl- e ——
105.0 19.00 19.50
m/z 106.10 7.72%
163.0
5000
51.0
o2 VAVA ——
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Ethanol, 2-(4-phenoxyphenox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.233 232.28 ng 6068970 Phenanthrene-d10 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
3 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 72
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 50
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

Abundance Scan 2756 (19.233 min): BG049219.D\data.ms (-2745) (- m/z 105.10 100.00%
106.1

149.2
5000
L ——
51‘-1 19.00 19.50
ol L1 1921 2413 2853  n/7 149.20  73.67%
miz--> 50 100 150 200 250 300
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
140.0
5000 — —
105.0 19.00 19.50
m/z 77.10 56.04%

0 51‘.0 ‘ 213.0 334.1
\\‘\\‘\\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
Mize> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
T

19.00 19.50

5000 ITI/Z 51.10 14 .80%
51.0
bl 1|, 2070 2500 _ 314.0
e o e I A
miz--> 50 100 150 200 250 300
Abundance #23508: 1-Triazene, 3,3-dimethyl-1-phenyl- T —
71.0 19.00 19.50
m/z 106.10 8.91%
5000
42.(# 149.0
0muu“‘}‘m“m”‘HH‘HH‘HH‘HH 7 e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Morpholine, 4-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.380 16.54 ng 432230  Phenanthrene-d10 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 1,3,4-0Oxadiazolium, 5-hydroxy-2,... 238 C14H10N202 024660-41-1 35
4 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 35
5 Benzoic acid, 3-methylphenyl ester 212 C14H1202 1000357-80-0 35
Abundance Scan 2781 (19.380 min): BG049219.D\data.ms (-2773) (- m/z 105.10 100.00%
105.1
i 163.2
5000
51.1 19‘06 5.9‘56
' 207.2 : :
Obrrrreretiobreretrrrr e b e 294 m/z 163.15  81.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 r Y
19.00 19.50
m/z 77.10 40.75%
51.0
o501 | | 1340 |
\H‘HH‘HH’HH’HH‘\H‘H\\‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 0
— —
19.00 19.50
5000 43.0 77.0 m/Z 51.10 10.73%
O bbb e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92184: 1,3,4-Oxadiazolium, 5-hydroxy-2,3-diphenyl-, hy . —
105.0 19.00 19.50
m/z 106.05 9.10%
5000
51.0
o180 1 152.0 197.0 2380
P e e e e e e e e - —
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BGO63021.M Fri Jul 09 13:28:36 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.615 22.69 ng 592897  Phenanthrene-d10 17.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Isopropyl myristate 270 C17H3402 000110-27-0 50

Abundance Scan 2821 (19.615 min): BG049219.D\data.ms (-2817) (- m/z 43.20 100.00%

43.2
73.1
5000
— —
19.50 20.00
[ — m/z 55.20 91.26%
miz--> 50 100 150 200 250
Abundance #131259: Octadecanoic acid
43.0
73.0
5000 7 ——
129.0 19.50 20.00
' 284.C m/z 60.10 84.13%
‘ ‘ 1850 2410
01?-9 ‘\‘ w‘u‘w “H‘H“ uh\‘h ‘M\‘\} - L et “ ek
m/z--> 50 100 150 200 250
Abundance #39473: n-Decanoic acid
60.0
— —
19.50 20.00
5000 129.0 m/z 73.18  78.82%
29.0
7.0
oL L ILh Ty |y 20
m/z--> 50 100 150 200 250
Abundance #107547: n-Hexadecanoic acid T ——
43.0 73.0 19.50 20.00
m/z 41.20 75.46%
B V\AMNWW/JM\\MMVNNWWA
129.0
256.0
Ll o] o 20
ob— bbbl ll e L L —— ——
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\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.855 19.38 ng 541280 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3032 (20.855 min): BG049219.D\data.ms (-3026) (- m/z 57.20 100.00%
57.2

N

5000
2050 21.00
7.2 : :
o flZ106 2821 Wz 43.15 69.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57.0
5000 — —
20.50 21.00
m/z 71.20 55.47%
ok ||]/127.0197.0267.0  380.0
‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0
= e
20.50 21.00
5000 m/z 85.20  38.34%
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane - T
57.0 20.50 21.00
m/z 41.15 28.66%
B J\W%/L
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
e R A — —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 unknown21.260 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.260 8.23 ng 229836 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
2 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 43
3 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 38
4 Di-n-octyl phthalate 390 C24H3804 000117-84-0 27
5 Isophthalic acid, octyl 1-propyl... 376 C23H3604 1000356-40-3 22

Abundance Scan 3101 (21.260 min): BG049219.D\data.ms (-3095) (- m/z 149.05 100.00%
70.2 149.1

261.3
5000
2100 2150
Llats | Lame || a2 e
ol bbb b b L T m/z 78.20 99.82%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 e g
21.00 21.50
m/z 261.30 83.51%
. M ‘h‘ . ‘ 112050 | 3040 3610
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #125892: 1,2-Benzenedicarboxylic acid, mono(2-ethylhex
149.0
T T
21.00 21.50
5000 m/z 57.15 56.62%
70.0
29. ‘ ‘
ol lluinito | | aes0 280
miz--> 50 100 150 200 250 300 350
Abundance #192011: Terephthalic acid, 3-hexyl octyl ester T —T=
261.0 21.00 21.50
m/z 104.10 40.98%
167.0
5000
84.0
43.0
ol u““u““ﬂm il S A W A
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\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 1-Heptadecene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.407 2.97 ng 82856 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 59
2 1-Pentadecene 210 C15H30 013360-61-7 47
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 38
4 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1000245-50-0 35
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 35
Abundance Scan 3126 (21.407 min): BG049219.D\data.ms (-3122) (- m/z 55.10 100.00%
55.1 105.1
163.2
5000
2252 2812 355 51'50
oLb— ;‘\‘MM‘H \‘“\H‘HML“UHM “M“\H‘Hﬂ ‘\‘\‘ ‘H‘ i ‘L\‘ e ‘\“‘ m/z 105.10 95.24%
mlz--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57.0
97.0
5000 1
21.50
m/z 83.20 92.43%
40.0
Ol\an\ ‘ “ T “\‘\ ‘1“ \‘\ “\‘ “‘\1‘78\2;0‘ ‘\ \2\3§'?\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #69582: 1-Pentadecene
43.0
83.0
——
21.50
5000 m/z 57.20 87.60%
25.0
L9 sem0 2200
O b e b T
miz--> 50 100 150 200 250 300 350
Abundance #6791: Cyclopentane, 1,1,3-trimethyl- 7
55.0 21.50
m/z 43.15 87.22%
h | MNWWWWJLMJ\MMVJ\WM/\
0! A e
m/z--> 50 100 150 200 250 300 350 21.50

8270-BGO63021.M Fri Jul 09 13:28:38 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.660 18.21 ng 508646 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 3169 (21.660 min): BG049219.D\data.ms (-3163) (- m/z 57.20 100.00%
57.2

o JJL
—T —
‘ ]W13'2 169.2 21.50 22.00
Ol kb d ATTL (1692 2245 2811 3412 415 . 4395 g5.03%
mlz--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 —— —
21.50 22.00
m/z 71.20 54.37%
O \‘ \L ‘ “\ hw ]wlu‘ L 169 0 225 O 281 O 338 0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57.0
T —
21.50 22.00
5000 m/z 85.20 44.15%
oL LAl nemon20
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane T T
57.0 21.50 22.00
m/z 41.10 25.17%
B NM&JL\\W
13
o LLLLLTPD 1690 2ogo2e80 e e
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 1,2-Benzenedicarboxylic aci... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.859 7.39 ng 206447 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 64
2 2-((2-Ethylbutoxy)carbonyl)benzo... 250 C14H1804 1000373-62-8 64
3 Phthalic acid, isohexyl 3-methyl... 320 C19H2804 1000356-80-6 59
4 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 59
5 Phthalic acid, hexyl 2-methylall... 304 C18H2404 1000315-82-6 58

Abundance Scan 3203 (21.859 min): BG049219.D\data.ms (-3198) (-  m/z 149.00 100.00%

149.0 ' '
5000
43.1
— P
85.2
M L \ 2072 2554 3074 2 2200
ob— ww‘w kb S m/z 167.10  37.45%
miz--> 50 100 150 200 250 300
Abundance #125891: 1,2-Benzenedicarboxylic acid, mono(2-ethylhex
149.0
5000
70.0 21.50 22.00
‘ 112.0 ‘ m/Z 43.15 37.29%
O LI \h ‘h\ \ h ‘ h \‘ \H T ! T ‘\ T ‘ L ‘ \2\7\9.\0‘ L ‘
miz--> 100 150 200 250 300

Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid
149.0

:

21.50 22.00
5000 m/z 69.20  30.12%
104.0
43.0
ol L
Miz--> 100 150 200 250 300
Abundance  #161338: Phthalic acid, isohexyl 3-methylbutyl ester P ——
149.0 21.50 22.00
m/z 57.15 24.35%
5000
71.0
237.0
0299 | Lo 11930 |
R A e = o
m/z--> 50 100 150 200 250 300 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.564 21.48 ng 599979 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3323 (22.564 min): BG049219.D\data.ms (-3315) (- m/z 57.20 100.00%
571.2

B

5000
| [132169.2225.5 341.3 =
0 _HWW"u:""a"‘Hwwmf"}??"ww m/z 43.20  68.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T T \
22.50
m/z 71.20 59.06%
113.0 239
ol [T 1690 27029203520
TTT ‘\\\\‘\\\\‘\\1\‘!\\1‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
== ‘
22.50
5000 ITI/Z 85.20 40.78%
13.0
ol ]11 || 169.0225.0281.0337.0393.0449.0 506.(
“H“H“H“‘“‘“H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194499: Eicosane, 7-hexyl- Y
57.0 22.50
m/z 41.10 26.64%
B MMWMNWWMW/\WWMWWNWWM
113.0
182.0
op L LATTL, 820 8Loggrg -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 9-Octadecenamide, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

23.270 7.72 ng 215504 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 72
4 d-Glucosamine 179 C6H13NO5 000090-77-7 72
5 Nonanamide 157 C9H19NO 001120-07-6 59

Abundance Scan 3443 (23.269 min): BG049219.D\data.ms (-3437) (- m/z 59.10 100.00%

59.1
5000

23 OO 23 50

126.2 207.1 257.4 ‘
\Mwww%w%ww m/z 72.10  69.26%

|
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #128443: 9-Octadecenamide, (Z)-
59.0
. AN

5000 e e
23.00 23 50

m/z 55.15 60.88%

114.0 281.0
“‘ \“H\h““ \H \‘U\ \ ‘ \178\4\‘0\2\3\6\ ‘0\ T \‘ T ‘ L ‘ L ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance #174697: 13-Docosenamide, (2)-
59.0

o

o

23 OO 23 50
5000 m/z 41.10  41.36%
137.0
3370
ol LI L 10202000 2000770
miz-> 50 100 150 200 250 300 350 400
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0 23 OO 23 50

m/z 43.20 34.71%

5000
114.0
AL o

omw e
miz--> 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Heptadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.604 16.00 ng 543260 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3500 (23.604 min): BG049219.D\data.ms (-3491) (- m/z 57.20 100.00%
571.2
o JN
T -
‘ 1‘13_2 169.3 2254 ‘ 23.50 24.00
LA ddJ 116932254 2811 3425 475. ., 4320  65.48%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #105894: Heptadecane, 2-methyl-
43.0
5000 —r ——
23.50 24.00
m/z 71.20 58.89%
| ?9‘0 155.0 211.0
O\\“\hl\\“!‘\‘\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
= ==
23.50 24.00
5000 m/z 85.15 35.78%
oLl (1130 169.0 225.0 281.0 337.0 394.0
A A S e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane T T
57.0 23.50 24.00
m/z 55.10 26.49%
- V\A/\“/\/UJ\M}M
ol L | | 11301690 2250 2810  380.0
A e S e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 23.50 24.00

8270-BGO63021.M Fri Jul 09 13:28:42 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 17 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24.815 14.11 ng 479112 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3706 (24.815 min): BG049219.D\data.ms (-3699) (-  m/z 57.20 100.00%
57.2

o m/\\/\/
2450  25.00
141.2 207 2 , ! !
ol ““v J u‘h“‘ LIS 280 3410 40L: . 43,20 68.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 “ ——
24.50 25.00
m/z 71.20 55.86%
9.0
\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
= .
24.50 25.00
5000 ITI/Z 85.20 41.21%
ol h‘ I H | 141 0183 0225.0 281.0 337.0 394.0
L A E e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane o T
57.0 24.50 25.00
m/z 55.20 25.73%
- WWMMMWMWMJQ\ANMMWMWW
9.0
Al — —
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.278 12.98 ng 440730 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 96
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 3955 (26.278 min): BG049219.D\data.ms (-3945) (- m/z 57.15 100.00%
57.1

. A\J\vv\
2600 2650
1412 : :
ol ““ | ‘h “ e"‘ 1004828 22732073 3227 .. 43.15  65.33%
mlz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 e —
26.00 26.50
m/z 71.20 54.62%
0 L\ ”\ \H \‘ H‘ O 1830 239.0 296.0
LI ‘ T \ \ T T L ‘ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
e —
26.00 26.50
5000 m/z 85.15  45.12%
%9. 182.0
oL 3101920 o0 210 320
miz--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane —T ——
57.0 26.00 26.50
m/z 55.15 28.58%
5000
‘ 99.0
ANRU S PRS-k, i
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 19 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27.999 9.93 ng 337159 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 4248 (27.999 min): BG049219.D\data.ms (-4238) (- m/z 57.20 100.00%
57.2
28.00
13.2 2072 2954 3551 '
0 i‘ 2R DT 2964 3551 4152 L 4300 67.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 T
28.00
m/z 71.20 52.32%
oL ‘ J 11130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
Fer
28.00
5000 m/z 85.20 40.74%
13.0
oL LR ae00 280
miz--> 50 100 150 200 250 300 350 400
Abundance #175565: Tricosane, 2-methyl- e
43.0 28.00
m/z 55.15 24.77%
o mwww/\www
295.0
ol ‘h %\1155021103400 .
m/z--> 50 100 150 200 250 300 350 400 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acq On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 20 unknown29.168 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
29.168 4.91 ng 166617 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Dimethyl(trimethylsilylmethyl)... 358 C2@H460Si2 1000245-45-1 12
2 Dihydrosarsasapogenin-5,17(20)-dien 414 C27H4203 096974-10-6 11
3 .beta.-Sitosterol 414 C29H500 000083-46-5 10
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 10
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 10
Abundance Scan 4447 (29.168 min): BG049219.D\data.ms (-4435) (- m/z 43.20 100.00%
5000 147.3
213.2
255.2 303.5 399.6 — ——
29.00 29.50
0 m/z 55.10 62.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #189374: 3-Dimethyl(trimethylsilylmethyl)silyloxytetradec:
147.0
5000 — ——
41.0 203.0 29.00 29.50
329.0 m/z 57.10 54.70%
‘ 3.0
[OF; \”1‘“1“ ‘\ ‘\“M\h‘“} sl ‘\“\ “ T ‘“‘\ o ‘2\7\1\0\ T 1‘ \" T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217396: Dihydrosarsasapogenin-5,17(20)-dien
55.0
—— ——
414.( 29.00 29.50
m/z 41.10 50.80%
5000 165.0
105.0
207.0
| 290 90, |
ol il bbb et S L
miz--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol 7 T
43.0 29.00 29.50
m/z 147.30 50.24%
5000
107.0 414.(
161.0
213.0 303.0
il
0l il — e
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070821\
Data File : BG@49219.D

Acqg On : 8 Jul 2021 14:16

Operator : CG/JU

Sample : M2963-01

Misc . MH-2A-COMP

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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|
Ethanol, 2-(2-b... 10.678 4.7 ng 66140 2 10.908 284582 20.0
Hexadecanamide 17.876 7.9 ng 206719 4 17.476 522565 20.0
Benzamide, N-pr... 18.986 77.4 ng 2021210 4 17.476 522565 20.0
1-Propanol, 2-[... 19.116 99.2 ng 2591260 4 17.476 522565 20.0
Ethanol, 2-(4-p... 19.233 232.3 ng 6068970 4 17.476 522565 20.0
Morpholine, 4-p... 19.380 16.5 ng 432230 4 17.476 522565 20.0
Octadecanoic acid 19.615 22.7 ng 592897 4 17.476 522565 20.0
Heptacosane 20.855 19.4 ng 541280 5 21.759 558590 20.0
unknown21.260 21.260 8.2 ng 229836 5 21.759 558590 20.0
1-Heptadecene 21.407 3.0 ng 82856 5 21.759 558590 20.0
Tetracosane 21.660 18.2 ng 508646 5 21.759 558590 20.0
1,2-Benzenedica... 21.859 7.4 ng 206447 5 21.759 558590 20.0
Heptadecane, 9-... 22.564 21.5 ng 599979 5 21.759 558590 20.0
9-Octadecenamid... 23.270 7.7 ng 215504 5 21.759 558590 20.0
Heptadecane, 2-... 23.604 16.0 ng 543260 6 25.067 679101 20.0
Eicosane 24.815 14.1 ng 479112 6 25.067 679101 20.0
Heptadecane, 2,... 26.278 13.0 ng 440730 6 25.067 679101 20.0
Octacosane 27.999 9.9 ng 337159 6 25.067 679101 20.0
unknown29.168 29.168 4.9 ng 166617 6 25.067 679101 20.0
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