LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47 Instrument :
Operator : CG/JU BNA_G

Sample : M2043-01 ClientSampleld :
Misc : FS-WC-SOIL

ALS vial : 4 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: BGO48797.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.461 17 21 30 rVB 24855 35571 1.86% 0.303%
2 4.630 214 220 225 rVB2 30454 44859 2.35% 0.382%
3 5.094 295 299 301 rBvV2 19698 26557 1.39% 0.226%
4 5.130 301 305 315 rVB2 38488 59832 3.13% 0.509%
5 5.611 381 387 394 rVB 356267 543784 28.45% 4.625%

6 7.221 654 661 673 rVB 304134 528290 27.64%  4.493%
7 8.061 797 804 811 rBV2 66161 112319 5.88% ©.955%
8 9.237 996 1004 1014 rVB 236175 425606 22.27%  3.620%
9 10.888 1278 1285 1293 rBV 80262 142182  7.44%  1.209%
10 13.338 1695 1702 1710 rBV 559301 857022 44.84%  7.290%
11 14.166 1838 1843 1848 rVB4 11666 19389 1.01% 165%
12 14.665 1924 1928 1932 rBV 15043 23427 1.23% 199%

13 14.718 1932 1937 1943 rVB 119375 193480 10.12%
14 15.964 2134 2149 2166 rVB2 72602 334034 17.48%
15 16.217 2185 2192 2201 rBV 535990 801637 41.94%
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16 17.480 2401 2407 2412 rBV 173586 267106 13.98%  2.272%
17 18.291 2537 2545 2549 rBVie 14087 36193 1.89% ©0.308%
18 18.361 2553 2557 2570 rVB6 62726 158111 8.27%  1.345%
19 19.301 2707 2717 2727 rBV 174295 505051 26.42%  4.296%
20 19.413 2728 2736 2745 rVWW 237275 656989 34.37% 5.588%

21 19.507 2745 2752 2761 rVB 693215 1263528 66.11% 10.747%
22 19.642 2769 2775 2786 rVB2 58887 144736  7.57% 1.231%
23 20.088 2845 2851 2857 rVB 1425036 1911300 100.00% 16.257%
24 20.282 2876 2884 2890 rBvV2 84275 155823  8.15% 1.325%
25 21.023 3002 3010 3015 rBV2 96954 210005 10.99% 1.786%

26 21.393 3069 3073 3084 rBV7 37095 84142 4.40% 0.716%
27 21.481 3084 3088 3098 rVB 29704 53141 2.78%  ©.452%
28 21.775 3131 3138 3150 rVB2 237011 603043 31.55% 5.129%
29 22.580 3270 3275 3280 rBV6 16395 30473 1.59% 0.259%
30 22.697 3289 3295 3304 rVB2 127499 267338 13.99%  2.274%
31 23.296 3391 3397 3403 rBVS 19420 39439 2.06% ©.335%
32 23.737 3465 3472 3479 rVB2 99575 240093 12.56%  2.042%
33 24.131 3529 3539 3546 rBv8 23432 61596  3.22% 0.524%
34 24.965 3670 3681 3690 rVB4 67770 238686 12.49% 2.030%
35 25.100 3695 3704 3714 rVB 146158 431295 22.57% 3.668%
36 25.288 3731 3736 3745 rVB 25186 64438 3.37% 0.548%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc

ALS vial : 4 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

37 26.410 3917 3927 3937 rVB4 49625 165961 8.68% 1.412%
38 29.231 4403 4407 4409 rBV5 15029 20302 1.06% 0.173%

Sum of corrected areas: 11756778
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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: BG048797.D\data.ms
1400000

1200000
1000000
800000
600000

400000 5.611
7.221

9.237
200000

10.888
461 4630 530 8.061

A
0 T ‘ T T ‘ T T ‘ \/\\ T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ LI ‘ T ‘ L ‘ L ‘ L ‘ T T ‘ L ’ L T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 900 950 1000 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG048797.D\data.ms
1400000 20.088

1200000

1000000

800000

19.507

600000 {-3-338 16.217

400000
21.775

14.718 15.964 90.282 21.023 22.691

14.166 14&@@5 23981 22580

D A L R e o e e s e

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: BG048797.D\data.ms
1400000

1200000
1000000
800000
600000
400000
200000 25.100

23.737 ot
23296 || 24.131 ﬁﬁ% 26.410 29.231

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\M\V\’TAT

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@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 unknown3.461 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.461 6.33 ng 35571 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60- 8
2 Propane, 2-nitro- 89 (C3H7NO2 000079-46-
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-

4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-
5 Isopropyl acetate 102 C5H1002 000108-21-

AR NOS
O OV OV LOvw

Abundance  Scan 21 (3.461 min): BG048797.D\data.ms (-17) (-) 43.10 100.00%

43.1
5000

73.0 D
1] 1168 1762 340 360 3.80
0l e PSS m/z 61.00 16.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4250: n-Propyl acetate
43.0
5000 SSAmemEms st

3. 40 3.60 3.80
41.10 15.83%

| ‘ 73.0
O\\\\‘\\“\\“H\\\\"\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2169: Propane, 2-nitro-

43.0

340 3.60 3.80

15\.0\‘ AT 71'0
O e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2059: Propanoic acid, 2-methyl- M‘ A
43.0 3. 40 3.60 3.80

42.10  12.41%

5000
73.0
oo | IVl oyt

m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Propanoic acid, propyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
463  7.00ng 44859  1,4-Dichlorobenzene-d4  8.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 CeH1202 000106-36-5 56

2 1-Penten-3-o0l 86 C5H100
3 Oxalic acid, isobutyl propyl ester 188 C9H1604
4 1-Butoxypropan-2-yl 2,2,2-triflu... 228 C9H15F303

000616-25-1 10
1000309-25-5 9
1000367-08-1 9

5 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 9
Abundance Scan 220 (4.630 min): BG048797.D\data.ms (-214) (-) m/z 57.10 100.00%
57.1
5000
R B R
‘ 87.1 73 4.40 4.60 4.80 5.00
bbb e e M/z 75.10 41.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #8164: Propanoic acid, propyl ester
57.0
5000 S o S

4.40 4.60 4.80 5.00
m/z 43.10 29.60%

27‘0‘ 87.0
\H‘\“\‘\\“h\\\\“‘\H‘\‘\‘H\‘H\\‘H\\‘\H\‘\\H‘\\H’HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1724: 1-Penten-3-ol
57.0
tvwncash wlln,

440460480500

o

200, | 86.0
A A A A ) L A R M L s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #52084: Oxalic acid, isobutyl propyl ester
57.0 4.40 4.60 4.80 5.00

m/z 39.00 9.62%

m/z--> 20 40 60 80 100120140160180200220240260
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5000
‘\M“ 88.0  133.0
o“W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BG@48797.D

Acqg On : 20 Apr 2021 16:47

Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Butanoic acid, propyl ester

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

5.094 4.73 ng 26557 1,4-Dichlorobenzene-d4 8.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
2 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 50
3 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 45
4 2-Oxovaleric acid, methyl ester 130 C6H1003 1000353-27-4 43

5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402

Abundance Scan 299 (5.094 min): BG048797.D\data.ms (-295) (-)

000617-50-5 42

m/z 43.05 100.00%

43.0
5000
89.0
R R N e
m h ‘ ‘ 1371 285.. 4.80 5.00 5.20 5.40 .
ol 5 m/z 71.10  55.54%
miz--> 50 100 150 200 250
Abundance #13455: Butanoic acid, propyl ester
43.0
5000 89.0 R R RS R R
4.80 5.00 5.20 5.40
m/z 41.20 37.92%
Olg‘.\o“‘\‘ “ L ’ H‘!‘ \“ T H ‘h \]-\29.(\) ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13513: Butanoic acid, 1-methylethyl ester
43.0
4.80 5.00 5.20 5.40
5000 m/z 89.00 26.59%
89.0
ol il L1 | 1300
miz--> 50 100 150 200 250
Abundance #30231: Butanoic acid, pentyl ester e RARRREEEEE T
71.0 4.80 5.00 5.20 5.40
m/z 42.00 20.85%
50001 27.0
M ‘ 010
O L I o o [ S B T
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 4 unknown5.130 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.130 10.65 ng 59832 1,4-Dichlorobenzene-d4 8.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 36
3 4,5-Dimethyl-3-heptanol 144 C9H200 019549-76-9 36
4 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 32
5 Butane, 1-ethoxy- 102 CeH140 000628-81-9 25

Abundance Scan 305 (5.130 min): BG048797.D\data.ms (-301) (-) m/z 43.10 100.00%

3.1
5000
101.0
R RRERR SR e
“ 3.9 o5 ¢ 4.80 5.00 5.20 5.40
O et et e e e e ey M/z 59.05 81.74%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #8367: n-Propyl t-butyl ether
59.0
5000 UL L B I B
101.0 4.80 5.00 5.20 5.40
29.0 m/z 101.00  31.88%
O' H\\‘\‘H\“\H\‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #8378: 3-Pentanol, 2,2-dimethyl-
59.0
Py
4.80 5.00 5.20 5.40
5000 m/z 58.10 21.49%
29.0 87.0
O ey
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #21141: 4,5-Dimethyl-3-heptanol
59.0 4.80 5.00 5.20 5.40
m/z 56.10 12.74%
5000
97.0
29.0‘ ‘ ‘
NI S A N Y WRN S
m/z--> 20 40 60 80 100120140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 6 unknown18.291 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.291 2.71 ng 36193  Phenanthrene-die 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, di(3-methylbutyl) e... 286 C16H3004 1000353-52-2 35
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 32
3 Diisooctyl adipate 370 C22H4204 001330-86-5 32
4 2H-Azepine-2-thione, hexahydro- 129 C6H11NS 007203-96-5 27
5 Hexanedioic acid, dihexyl ester 314 C18H3404 000110-33-8 27

Abundance Scan 2545 (18.291 min): BG048797.D\data.ms (-2537) (- m/z 129.00 100.00%

129.0
41.1
5000 34.0
‘ ‘ ‘ 1709  241.1284.1 1800 1850
0. H‘M‘H““‘ T T “‘ m/z 41.18  66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #132741: Adipic acid, di(3-methylbutyl) ester
71.0 129.0 199.0
5000 — —
18.00 18.50
m/z 57.00 65.08%
29. “ ‘ ‘ 243.0
O\\H\U‘““\M\h‘\‘\\\“\\‘\\\‘\\\"\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance  #196965: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
—— —
18.00 18.50
5000 m/z 71.05 55.35%
57.0
Ll ez g
e “““““‘,““““““
m/z--> 5 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate ﬁA‘ — —
129.0 18.00 18.50
m/z 84.00 45.61%
57.0
5000
241.0
ol “‘ L Ll )l 1990 || 3130 370,
““ “““‘ T o
mlz--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.361 11.84 ng 158111 Phenanthrene-die 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2557 (18.361 min): BG048797.D\data.ms (-2553) (- m/z 43.10 100.00%

43.1 73.0
5000
129.0 213.1
— ——
My ‘ 157.01g5 9 2563 18.00 1850
omwH‘H;“u“l““h“”HWMM Mu"Hm‘_‘mH‘Hwwwmw“_ m/z 73.05 89.83%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 7 T
18.00 18.50
157.01g5 02130  256.0 m/z 41.10 68.98%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
— ——
18.00 18.50
5000 129.0 m/z 57.00 59.04%
171.0
214.0
0150?
m/z--> 20 40 80 100120140160180200220240260
Abundance #61117: Dodecanoic acid “ T
73.0 18.00 18.50
43.0 m/z 60.00 52.58%
5000
129.0
157.0 200.0
Fom .
O‘H‘wuJNNJWNNNAMHN‘muwuu‘uh‘uu‘uu‘uu‘uu“ ks —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Benzamide, N-acetyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.301 37.82 ng 505051  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 43
3 Benzamide, N-[5-(1-cyano-2-methy... 284 C14H12N40S 172535-11-4 38
4 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 38
5 2',4'-Dinitrobenzanilide 287 C13HON305 041214-79-3 38

Abundance Scan 2717 (19.301 min): BG048797.D\data.ms (-2707) (- m/z 105.00 100.00%
1

05.0
5000 163.0
51.1 ‘ 19.00 19.50
ol b b 2000 8193363, ./, 163.00  46.36%
mlz--> 50 100 150 200 250 300 350
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 e o
163.0 19.00 19.50
43.0 m/z 77.10 40.28%
O
m/z--> 50 100 150 200 250 300 350
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
— —
19.00 19.50
5000 ITI/Z 51.10 8.21%
51.0
ol L b
m/z--> 50 100 150 200 250 300 350
Abundance #130574: Benzamide, N-[5-(1-cyano-2-methyl-1-propenyl e —
105.0 19.00 19.50
m/z 106.00 6.91%
5000
51.0 284.0
0 N 147.0  204.0242.0 °°|
e T e e —r e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Morpholine, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.413 49.19 ng 656989  Phenanthrene-die 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 50
2 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
3 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 38
4 1,3-Benzenediol, monobenzoate 214 C13H1e03 000136-36-7 37
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 37

Abundance Scan 2736 (19.413 min): BG048797.D\data.ms (-2728) (-  m/z 105.00 100.00%

105.0
163.0
5000
=
51.0 19.50
Ot b 2840488 47 163.00  54.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000

T
19.50
m/z 77.05 41.55%

51.0
O\\‘\‘\li\\\‘\\J‘\\\‘\‘\Jl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33091: Benzoyl isothiocyanate
105.0

19.50
5000 m/z 51.05 9.20%
51.0
0 b e e e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74004: 1,3,4-Oxadiazin-6-one, 5-isopropyl-2-phenyl- R
105.0 19.50

m/z 105.95 7.06%

5000

51.0

0 160.0 516.0
Ot e e

m/z--> 0 50 100 150 200 250 300 350 400 450 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Ethanol, 2-(4-phenoxyphenox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.507 94.61 ng 1263530  Phenanthrene-d10 17.480
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 59
4 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 50
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50

Abundance Scan 2752 (19.507 min): BG048797.D\data.ms (-2745) (- m/z 105.00 100.00%
105.0

5000

=

511 \

AR
19.50
Ot b 2791 2409 AT6. /7 149.00  67.32%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate

149.0
5000 e :
19.50
77.0 m/z 77.10 58.05%
01 27.0, ‘ 213.0 334.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156211: Diethylene glycol dibenzoate
105.0
T
19.50
5000 m/z 51.10 14.75%
51.0
ob ol |, 1630 2380 3140
B e S e AR RERRRERRE
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #23507: 1-Triazene, 3,3-dimethyl-1-phenyl- = ‘
717.0 19.50
m/z 105.95 7.60%

5000

149.0

15.0 ’
0 “HM“"p‘u‘L‘““H“,““_“““‘w“““‘w

m/z--> 0 50 100 150 200 250 300 350 400 450 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Benzenepropanamide, .alpha.... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.642 4.80 ng 144736 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 43
4 Benzamide, N-[5-(1-cyano-2-methy... 284 C14H12N40S 172535-11-4 43
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 38

Abundance Scan 2775 (19.642 min): BG048797.D\data.ms (-2769) (-  m/z 105.00 100.00%

105.0
163.1
5000
411 e ——
19.50 20.00
240.9
0""“h‘J“‘W"u‘\““w‘“‘Hw“\""m“"‘c"‘m"H“HH‘HH‘HH‘?%S"‘ m/z 163.05  67.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0
5000 e —t
19.50 20.00
m/z 77.10 43.88%
ol.39: ‘ |, 2400
‘\\\\‘\\‘\\‘\\‘\\“\\\\‘\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
e —
19.50 20.00
5000 ITI/Z 41.10 14.26%
9 |
0o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95374: 4'-Nitrobenzanilide —— —
105.0 19.50 20.00
m/z 73.00 11.15%
o MWWW/\\WWW\/\,
242.0
0 400 167.0
R R e S R RA AR AARRARARRRARE —r —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.282 5.17 ng 155823 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 2884 (20.282 min): BG048797.D\data.ms (-2876) (- m/z 57.05 100.00%

57.0
5000
— —
Li H ‘14121822 241.2281.0 20.00 2050
0 br—rrtiply “““‘\‘J‘\\J\Wﬂw\\‘\\\\‘\\ e m/z 43.10 90.02%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 7 —
20.00 20.50
m/z 71.10 77.31%
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
o —
20.00 20.50
5000 m/z 85.10 55.33%
9.0
ol L 1L om0 00
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T ]
57.0 20.00 20.50
m/z 41.10 36.42%
h W
oo L 10morme o Tekwted oo
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@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.023 6.96 ng 210005 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentacosane 352 (C25H52 000629-99-2 89
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 6,6-Diethylhexadecane 282 C20H42 1000360-41-4 87

Abundance Scan 3010 (21.023 min): BG048797.D\data.ms (-3002) (-  m/z 57.10 100.00%

57.1
5000
113.1 5100 !
21.00
169.1 283 1
Ol rrehh h 1112000 22802830 3521 4700 4316 71.a0%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000 —— |
21.00
m/z 71.10 69.86%
13.0
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57.0
T \
21.00
5000 m/z 85.10 53.38%

0
0 ‘\‘.‘.‘]1‘111169022502810 352.0
AL 92002810 8520

%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #100330: 2-Bromo dodecane
57.0 21.00
m/z 41.05 36.48%
5000
13.0 169.0
ol T T 80 e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00

8270-BGO41421.M Wed Apr 21 14:24:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Bromoacetic acid, octadecyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.393 2.79 ng 84142 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 86
2 1-Eicosene 280 C20H40 003452-07-1 81
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 78
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 72
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
Abundance Scan 3073 (21.393 min): BG048797.D\data.ms (-3069) (- m/z 57.10 100.00%
57.1
97.0
5000
— —
164.9 223.2 279.9 332 21.00 21.50
0Ll m/z 43.10  89.59%
miz--> 50 100 150 200 250 300
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
83.0
5000 — ——
21.00 21.50
Tl-o m/z 97.00  67.28%
250.0
ok ‘h\_\\‘du\ “ Al g 1810 TRV 2070
miz--> 50 100 150 200 250 300
Abundance #127765: 1-Eicosene
57.0 97.0
— ——
21.00 21.50
5000 m/z 83.05 56.63%
82.0
ool LIl L] om0 |
miz--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)-

—
57.0 21.00 21.50

m/z 71.05 48.51%

97.0
5000
0 22L ) h | 130 1810 2230 2800

m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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, 7-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.697 8.87 ng 267338 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 3295 (22.697 min): BG048797.D\data.ms (-3289) (- m/z 57.10 100.00%
57.1

- “J\”\
2250 2300
155.1 : :
2251
ol wh‘ M Ly 8500 8093 3642y 43.05  59.21%
miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 N T
22.50 23.00
m/z 71.10 56.76%
182.
O T } ‘ \Hh‘\ \“‘ \“ \%\4\1‘0\ \8\ \()[22\5\(\)‘ \2\8\1\0‘3\2\2\()\ ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
e e
22.50 23.00
5000 ITI/Z 85.05 48.49%
9.0
oLy ‘\‘ H\\ | | 1410183.02250267.0309.0 365.0
ey H‘HH‘HH_H“HH‘HH,HH‘
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane =T e
57.0 22.50 23.00
m/z 41.10 22.17%
5000
oLl L H | 1419183 02250 281.0 337.0 394.
H“‘H“HH‘HH‘HH_H“HH‘HH‘ —— ——
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.737 11.13 ng 240093 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 2-methyltetracosane 352 C25H52 1000376-72-6 86
4 Docosane 310 C22H46 000629-97-0 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 68

Abundance Scan 3472 (23.737 min): BG048797.D\data.ms (-3465) (- m/z 57.10 100.00%
57.1

.

5000
‘ &m 2 23150 24.00
2112 ' :
o‘H‘\_A‘Ju‘«vu‘m«‘u,«u‘«‘2‘55"8‘”wHH‘HHw‘_m_wm m/z 71.05 73.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 1 T
23.50 24.00
m/z 43.10  65.40%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"W\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
—r —r
23.50 24.00
5000 ITI/Z 85.10 49,99%

\‘ J J Hi? 197.0267.0 3650
O et e e e e e e

.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185534: 2-methyltetracosane 7 o
57.0 23.50 24.00
m/z 69.10  25.82%
5000

-

| ¢ |[#7%1970 3090
O‘u\w\u\M\uM\u,u\w\HW\H\M\H‘HH‘H\W\H\MH\M\\ — ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50 24.00

8270-BG041421.M Wed Apr 21 14:24:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 17 Triacontane, 1-bromo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
24.131 2.86 ng 61596 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 74
2 Tetracosane 338 C24H50 000646-31-1 72
3 2-methylhexacosane 380 C27H56 1000376-72-7 72
4 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 72
5 Hentriacontane 437 C31H64 000630-04-6 72

Abundance Scan 3539 (24.131 min): BG048797.D\data.ms (-3529) (- m/z 57.00 100.00%
57.0

13.1 T i
193.1 ZSﬁO 356.1 440.1 24.00 24.50
oy 1} A kL m/z 71.1@ 88.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235298: Triacontane, 1-bromo-
57.0
5000 e o
24.00 24.50
‘ } ‘ ‘ 135.0 o1 m/z 43.05 81.54%
0 \“\ 1“ i f‘ T ‘ H\“\HJ M\ 1\]“9\78‘\215[3\ \Or T ‘3\213\ (\)‘ T r‘ T \5\9?\(
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57.0
—— —
24.00 24.50
5000 ITI/Z 85.05 75.42%
o | 1’ | | 1690 225.0 281.0 338.0
il ‘ b R R e e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202663: 2-methylhexacosane e =
57.0 24.00 24.50
m/z 69.10 34.94%
5000
‘ } } 13.0
oLl am0zs0smomre lAARNL, et
m/z--> 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@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 18 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.965 11.07 ng 238686 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3681 (24.965 min): BG048797.D\data.ms (-3670) (-  m/z 57.05 100.00%

57.0
5000
— T
27.1197.2 281.1 355.2 25.00
Olrrretdh m/z 43.05 77.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57.0
5000 L
25.00
m/z 71.10 71.51%
ol 1270 2400
‘\Hr“‘\‘\‘\‘\‘H\\‘"\'\H‘HH“\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-
57.0
— T
25.00
5000 ITI/Z 85.05 43.25%
295.0
ol LT 0197.0 ‘\ 435.0
e e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane —
57.0 25.00
m/z 55.05 33.85%
oL LI £7:0197.0267.0337.0407.0 491.0562.0
T P e e T T T T T T T T L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 19 unknown25.288 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.288 2.99 ng 64438 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-1-.beta.-d-robofuranosyl... 347 C10H14N507P 028072-48-2 35
2 4-[1-(2-Methoxy-5-methyl-benzyl)... 335 C18H17N502 1000275-64-0 27
3 Galactose, 6-deoxy-2-0O-methyl-, ... 284 C11H2404S2 055836-49-2 27
4 2-(2-Amino-benzoimidazol-1-yl)-1... 281 C16H15N302 1000277-85-9 27
5 Silane, trichloro(chloromethyl)- 182 CH2C14Si 001558-25-4 25

Abundance Scan 3736 (25.288 min): BG048797.D\data.ms (-3731) (- m/z 43.10 100.00%

43.1 135.0
5000 93.1
185.0 )
2271 2809 340.9 39 AL T
i i T =
oL L a m/z 135.00 97.78%
m/z--> 50 100 150 200 250 300 350
Abundance #181610: 4-Amino-1-.beta.-d-robofuranosylpyrazolo[3,4-c
135.0
5000
52.0 25.00 25.50
9 m/z 57.00 69.95%
O H‘;H“\'j“h‘ h\“‘\ T “ ]\-7\5\.0\‘ 12\3\]“\0‘ UL ‘ UL ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #173148: 4-[1-(2-Methoxy-5-methyl-benzyl)-1H-benzoimil
135.0
— ——
25.00 25.50
5000 m/z 143.00 55.53%
790 335.0
0 39\\\\(\) il H d‘\ ‘H\ Ll 1780 2480 290? L ‘\
M B e L e
miz--> 50 100 150 200 250 300 350
Abundance #130379: Galactose, 6-deoxy-2-O-methyl-, diethyl merca
135.0 25.00 25.50
m/z 93.10 49.17%
5000
191.0 284.0
N SR W e
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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 20 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.410 7.70 ng 165961 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 86
2 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 83
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 80

Abundance Scan 3927 (26.410 min): BG048797.D\data.ms (-3917) (- m/z 57.10 100.00%

57.1
5000
‘ 26.50
1411  206.8 :
oL ol mhmm “ ‘\W‘L ‘.\‘ ot 26????? ‘9‘ et ‘40‘4" m/z 71.10 70.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 T '
26.50
m/z 43.10 65.99%
L 015050 010 s370 seeo
\\\‘\\\]\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215183: Pentadecane, 8,8-diheptyl-
57.0
——
309.0 26.50
5000 ITI/Z 85.05 57.84%
141.0
oA L LY ms02m00e7g |
miz--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl- — ,
57.0 26.50
m/z 55.05 35.71%
- WWM/WW
141.0 309.0
o L 10080007 00 03mmg |
m/z--> 50 100 150 200 250 300 350 400 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BGO48797.D

Acqg On : 20 Apr 2021 16:47
Operator : CG/JU

Sample : M2043-01

Misc :

ALS vial : 4 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|
unknown3.461 3.461 6.3 ng 35571 1 8.061 112319 20.0
Propanoic acid,... 4.630 8.0 ng 44859 1 8.061 112319 20.90
Butanoic acid, ... 5.094 4.7 ng 26557 1 8.061 112319 20.0
unknown5.130 5.130 10.7 ng 59832 1 8.061 112319 20.0
unknown18.291 18.291 2.7 ng 36193 4 17.480 267106 20.0
n-Hexadecanoic ... 18.361 11.8 ng 158111 4 17.480 267106 20.0
Benzamide, N-ac... 19.301 37.8 ng 505051 4 17.480 267106 20.0
Morpholine, 4-p... 19.413 49.2 ng 656989 4 17.480 267106 20.0
Ethanol, 2-(4-p... 19.507 94.6 ng 1263530 4 17.480 267106 20.0
Benzenepropanam... 19.642 4.8 ng 144736 5 21.775 603043 20.0
Hexacosane 20.282 5.2 ng 155823 5 21.775 603043 20.0
Pentacosane 21.023 7.0 ng 210005 5 21.775 603043 20.0
Bromoacetic aci... 21.393 2.8 ng 84142 5 21.775 603043 20.0
Eicosane, 7-hexyl- 22.697 8.9 ng 267338 5 21.775 603043 20.0
Tetratetracontane 23.737 11.1 ng 240093 6 25.100 431295 20.0
Triacontane, 1-... 24.131 2.9 ng 61596 6 25.100 431295 20.0
Heptadecane 24.965 11.1 ng 238686 6 25.100 431295 20.0
unknown25.288 25.288 3.0 ng 64438 6 25.100 431295 20.0
Octacosane 26.410 7.7 ng 165961 6 25.100 431295 20.0
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