LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS Vvial : 17 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48989.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.161 16 21 33 rVB 93286 164578 5.85% 1.219%
2 3.285 37 42 50 rvB2 73783 110559 3.93% 0.819%
3 5.200 362 368 374 rBV 16082 28920 1.03% 0.214%
4 5.664 440 447 455 rBV 686479 1127643 40.10%  8.352%
5 5.735 455 459 471 rVB2 27858 63500 2.26% 0.470%

7.268 710 720 728 rBV 711598 1262755 44.90% 9
8.114 856 864 871 rBV 111594 201124  7.15% 1
9.278 1055 1062 1072 rVB 432741 787144 27.99% 5.830%
10.699 1298 1304 1311 rBvV2 25402 46557 1.66% ©
10 10.934 1337 1344 1352 rBV 149909 270057 9.60% 2

11 13.379 1752 1760 1768 rBV 1049857 1663729 59.16% 12.323%
12 14.753 1988 1994 2002 rVB 248227 399010 14.19%  2.955%
13 16.152 2228 2232 2238 rVB 66825 88065 3.13% ©0.652%
14 16.246 2240 2248 2260 rBV 986888 1579627 56.17% 11.700%
15 17.503 2455 2462 2469 rBV 348580 542047 19.27% 4.015%

16 17.621 2477 2482 2487 rVB3 53821 76743 2.73% 0.568%
17 18.161 2570 2574 2579 rVB4 28250 43401 1.54% ©.321%
18 18.390 2608 2613 2619 rBV 159828 233816  8.31% 1.732%
19 19.313 2766 2770 2778 rBv4 19478 39074 1.39% 0.289%
20 19.654 2824 2828 2836 rBV 141471 178559 6.35%  1.323%

21 20.112 2900 2906 2912 rVB 2161939 2812327 100.00% 20.831%

22 20.793 3015 3022 3031 rBV 82671 124958 4.44%  0.926%
23 20.870 3031 3035 3038 rBV2 37334 46763 1.66% ©.346%
24 21.428 3125 3130 3136 rBV2 98250 156804 5.58% 1.161%
25 21.681 3169 3173 3182 rVB2 67155 108757 3.87% ©.806%
26 21.798 3186 3193 3202 rVV 348043 620590 22.07% 4.597%
27 22.503 3311 3313 3319 rVB7 20311 31063 1.10% ©.230%
28 23.020 3396 3401 3407 rVB5 42563 77865 2.77%  ©.577%
29 25.135 3750 3761 3773 rBvV2 197081 614782 21.86% 4.554%

Sum of corrected areas: 13500817

8270-BG061121.M Wed Jun 16 15:49:06 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048989.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Butane, 2-chloro-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.161 16.37 ng 164578 1,4-Dichlorobenzene-d4 8.114

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 53

2 Butane, 1,2-dichloro- 126 C4H8C12 000616-21-7 17

3 Uracil, 3-methyl-1-(tetrahydrofu... 196 C9H12N203 1000151-99-4 16

4 2-Butene, 1l-methoxy-, (Z)- 86 C5H100 010034-16-9 16

5 Butanoyl chloride 106 C4H7C10 000141-75-3 16

Abundance  Scan 21 (3.161 min): BG048989.D\data.ms (-16) (-) m/z 71.20 100.00%

71.2
43.1
5000
e e
| \‘ 980 13411572 207.1 320 340 3.0
Omwmw‘H“J‘Mm“v‘m‘wm‘HH"HH"HHWHWM m/z 55.10 81.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5028: Butane, 2-chloro-2-methyl-
55.0 77.0
5000 LN LA L A B
29.0 3.20 340 3.60

m/z 43.10 71.74%

‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11002: Butane, 1,2-dichloro-
55.0 77.0

3. 20 3.40 3. 60
5000 m/z 41.10 66.48%

27.0
o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58611: Uracil, 3-methyl-1-(tetrahydrofuran-2-yl)-
71.0

o

o

320 3.40 360
m/z 77.00 62.70%

43.0
5000
127.0 196.0
ob A 960 " | 1680 |

m/z--> 20 40 60 80 100 120 140 160 180 200 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 3-Penten-2-o0l Concentration Rank 2

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

3.285 10.99 ng 110559 1,4-Dichlorobenzene-d4 8.114
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 72
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 72
3 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
4 Pentane, 2,2'-oxybis- 158 C10H220 056762-00-6 50
5 Butanoyl chloride 106 C4H7C10 000141-75-3 50
Abundance  Scan 42 (3.285 min): BG048989.D\data.ms (-37) (-) m/z 71.10 100.00%

43.1 71.1
5000

N 320 3.40 3.60
et e b R0 my/z 43010 97.19%

86.0 134.1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1729: 3-Penten-2-ol
71.0
43.0

5000 e
320 3.40 3.60

m/z 41.10 56.74%

o
L1
H‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\’\\\\‘\\H‘\\\\’H\\‘\\\\’\\\\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
71.0

o

o

43.0 320 3.40 3.60
5000 m/z 39.15 36.03%
0 v86'0v116'v0 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1791 3-Buten-2-ol, 2-methyl- s e
43.0 71.0 3.20 3.40 3.60

m/z 45.05 35.18%

m/z-->

o

5000
27.0
‘H‘ \H i Ll 860

10 20 30 40 50 60 70 80 90 100110120130140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.200 2.88 ng 28920 1,4-Dichlorobenzene-d4 8.114

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Tetramethylammonium acetate 133 C6H15NO2 010581-12-1 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

4 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202 1000306-64-7 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 368 (5.200 min): BG048989.D\data.ms (-362) (-) m/z 43.10 100.00%

3.1
5000 59.1
101.1 R AR EN
4.80 5.00 5.20 5.40 5.60
oy 85.0 ‘ 134.0 .
0 il e m/z 59.18  45.42%
miz--> 20 40 60 80 100 120 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 AMAM,A"M
' 4.80 5.00 5.20 5.40 5.60
m/z 58.10 22.77%
0 27\\\ Ly | 830 1070
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #14657: Tetramethylammonium acetate
43.0
Raaas A Raaae aa e
4.80 5.00 5.20 5.40 5.60
59.0 .
5000 m/z 101.10 19.26%
15.0
0 w‘ wh dl__ 790 142.0
il
miz--> 20 40 60 80 100 120 140
Abundance #4030: 2,3-Butanedione, monooxime T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 6.32%
5000
o220 . ) s00 840 | |

m/z--> 20 40 60 80 100 120 140 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@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 p-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.735 6.31 ng 63500 1,4-Dichlorobenzene-d4 8.114

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 p-Xylene 106 C8H10 000106-42-3 91

2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 91

3 o-Xylene 106 C8H10 000095-47-6 91

4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 91

5 Ethylbenzene 106 C8H10 000100-41-4 80

Abundance Scan 459 (5.735 min): BG048989.D\data.ms (-455) (-) m/z 91.10 100.00%

91.1
5000
39.0 65.0 ‘ 1671 5.40 5.60 5.80 6.00
ob bbbl el 1341 167 106,10 42.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5075: p-Xylene
91.0
5000 L L L R IR R

5.40 5.60 5.80 6.00
m/z 105.10 19.19%

51.0
O \\\‘2\7‘\.0\\“\\“}‘\"\‘\73\.9‘\\1\“}‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #5100: Benzene, 1,3-dimethyl-
91.0 {J\
e e
5.40 5.60 5.80 6.00
5000 ITI/Z 77.10 11.53%
51.0
o 2O Tl 4
m/z--> 20 40 60 80 100 120 140 160 m
Abundance #5084: o-Xylene A‘AWAHWA‘HWH‘A‘,HW
91.0 5.40 5.60 5.80 6.00
m/z 39.05 10.64%
5000
51.0
Y L T R . N B S O s O
m/z--> 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.699 3.45 ng 46557 Naphthalene-d8 10.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 45
3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006 001786-94-3 40
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 38
5 Heptaethylene glycol 326 C14H3008 005617-32-3 38

Abundance Scan 1304 (10.699 min): BG048989.D\data.ms (-1298) (-  m/z 45.10 100.00%

45.1
5000

87.2 10.50 11.00
131. 2 207.0 320.
0 JM e m/z 57.10 86.43%
miz--> 50 100 150 200 250 300
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000

10.50 11.00
m/z 41.10 32.17%

O'Ll L “‘h” \‘hﬁ h\ }‘ \%3\2\0‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0

10.50 11.00
5000 m/z 56.10  19.52%
89.0
ol ‘““ “m | H“ 1310 170
miz--> 50 100 150 200 250 300
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol i
43.0 10.50 11.00
m/z 75.20 13.73%
5000
89.0
P e N S A1 S
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.152 3.25 ng 88065 Phenanthrene-die 17.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 98
2 1-Butyl-1H-1,2,4-triazole 125 C6H11N3 006086-22-2 40
3 8,8-Dimethylspiro(4.6)undecane-6... 208 C13H2002 068181-81-7 25
4 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 25
5 16-Octadecenal 266 C18H340 056554-87-1 22

Abundance Scan 2232 (16.152 min): BG048989.D\data.ms (-2228) (-  m/z 83.05 100.00%

83.0
249.2
56.1
5000
125.1 208.1 o PN
‘ 166.1 16.00 16.50
0 HWHu;‘m‘u“Uu"muw_uuwmwHuwm_m_Jupm‘u_“m m/z 82.10  79.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101218: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
5000 56.0 \A\‘\\/\‘A\\‘\
. 208.0 16.00 16.50
125.0 m/z 249.20 78.48%
0 2?'0\‘ Lol astoare0 |||
\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #10768: 1-Butyl-1H-1,2,4-triazole
83.0 m
39.0 o
16.00 16.50
5000 1250 m/z 70.10 70.11%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #67708: 8,8-Dimethylspiro(4.6)undecane-6,10-dione e R
83.0 16.00 16.50
m/z 56.10 64.57%
5000
56.0
0 208.0
141.0
299 gl 1870
0! R e e ARAASRARasssazs sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.621  2.83ng 76743  Phenanthrene-die 17.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 CeHaBraN 000147-82-0 80

2 Allyl 2,4,6-tribromophenyl ether 368 C9H7Br30 003278-89-5 25

3 Silane, trichloro(1,2-dichloroet...

4 Tetrachlorvinphos

5 Estra-1,3,5(10)-trien-17-one, 2-...

230 C2H3C15Si
364 C10OH9Cl1404P
329 C20H27NO3

000684-00-4 17
022248-79-9 10
074299-30-2 9

Abundance Scan 2482 (17.621 min): BG048989.D\data.ms (-2477) (- m/z 330.80 100.00%

62.1 330.8
141.0
5000
249.9
—— —
19‘7 0 ‘ ‘ ‘ 389.i 17.50 18.00
0 ‘WMN WMN‘MWMJJM“‘WMu‘Mh““uym ‘H“‘ﬂt‘ m/z 62.10 94.82%
m/z--> 50 100 150 200 250 300 350
Abundance #166928: Benzenamine, 2,4,6-tribromo-
329.0
5000 : A | —
62.0 17.50 18.00
‘ 1700 250.0 m/z 328.80 93.53%
O‘u‘w“\‘w‘u‘du““u‘d”\ ’ R
m/z--> 50 100 150 200 250 300 350
Abundance #195860: Allyl 2,4,6-tribromophenyl ether
62.0
A T T ‘ T T ‘ T
17.50 18.00
5000 141.0 m/Z 141.00 61.90%
210.0
301.0
H 370.0
0L— \UM “M‘ } ‘“‘m‘ ‘H M ‘M‘ - ‘\“ ‘ \L\‘\‘ H‘ — “‘\\ \‘ ; ‘MM‘\‘ ‘ —
miz--> 50 100 150 200 250 300 350
Abundance #86282: Silane, trichloro(1,2-dichloroethyl)- S chd
62.0 17.50 18.00
m/z 302.80 57.24%
135.0
5000
| ‘ 197.0
ol S P
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.390 8.63 ng 233816  Phenanthrene-die 17.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2613 (18.390 min): BG048989.D\data.ms (-2608) (-  m/z 43.10 100.00%

43.1 73.0
5000 129.2
— ——
157.1185.2 2562 18.00 18.50
0“W‘HWNH m/z 73.05 96.75%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 r T
18.00 18.50
167.01g5 02130  256.0 m/z 60.05 87.97%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
— ey
430 18.00 18.50
5000 129.0 m/Z 41.10 84.78%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid - T
43.0 ,73.0 18.00 18.50
m/z 55.10 71.26%
5000 129.0
199.0
L e T
o%ﬁgkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HW‘HWH‘W‘ — —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@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.654 5.75 ng 178559 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 2828 (19.654 min): BG048989.D\data.ms (-2824) (- m/z 43.10 100.00%

43.1 73.1
5000 129.1
1852 2413 . —
‘ ‘ H ‘ 284.¢ 19.50 20.00
o,w‘}w“‘J“M““‘m‘!\‘w‘smHw,m‘m_m‘,‘kuwu‘uw_‘” m/z 73.10  93.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 O N
19.50 20.00
185.0 241.0 284.C ITI/Z 57.15 83.98%
O’HH‘UH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid
43,0 73.0
— —
19.50 20.00
5000 129.0 m/z 60.10 81.28%
199.0 242.0
ok Hle 15Bq,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid ey P9
73.0 19.50 20.00
43.0 m/z 55.10 70.84%
5000
129.0
185.0 228.0
O ot ML bl Al e bttt e e e
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.794 4.03 ng 124958 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 7-Nonenamide 155 C9H17NO 090949-53-4 72
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Dodecanamide 199 C12H25NO 001120-16-7 53

Abundance Scan 3022 (20.793 min): BG048989.D\data.ms (-3015) (-  m/z 59.10 100.00%
1

59.
5000
82 s o
oLl “”“ ““L“ AL L20 ge31, 2012382 m/z 72.10 67.08%
miz-> 50 100 150 200 250
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 ey o
20.50 21.00
m/z 41.20 47.89%
29'0‘ 98.0
oL L“ U ‘\HH “\‘}“\;Mh‘ ‘HMM \;\\}‘?‘%9 ‘\‘ ‘18‘4"0‘ . ‘2‘38‘(‘) . 2‘8"1‘(
miz-> 50 100 150 200 250
Abundance #106564: Hexadecanamide
59.0
—— —
20.50 21.00
5000 m/Z 55.10 45.33%
29.0 128.0 255.0
ob b ) 280120 1700 2120 TP
miz--> 50 100 150 200 250
Abundance #28131: 7-Nonenamide T ——
59.0 20.50 21.00
m/z 43.10 32.97%
- WW\/\WW
29.0“ ‘ 98.0 155.0
S ) s A S — —
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Tricosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.428 5.05 ng 156804 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91

Abundance Scan 3130 (21.428 min): BG048989.D\data.ms (-3125) (- m/z 57.10 100.00%
57.1

2000 WWWA&WM%JA%wakam
11.2 —
M “ 154.1 209 1 281.1 21.50
oLl w‘ ‘Hwﬂu S m/z 55.10 83.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate
57.0
5000 T
11.0 21.50
m/z 43.10 82.36%
ol u L i H £0 2100 264.0 322.0367.0 418
\\\‘ \\‘ ‘\TT\‘\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate
57.0
—
21.50
5000 111.0 ITI/Z 69.10 58.32%
R AL S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol —
57.0 21.50
m/z 83.10 57.21%
111.0
5000
oL ‘w‘h 46702100 20403080 3780 B
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@61521\
Data File : BG@48989.D

Acqg On : 15 Jun 2021 22:47

Operator : CG/JU

Sample : M2672-13

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 12 1,4-Benzenedicarboxylic aci...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.020 2.51 ng 77865 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Benzenedicarboxylic acid, bi...
2 Terephthalic acid, 4-cyanophenyl..
3 Isophthalic acid, octyl 2,4,6-tr...
4 Phthalic acid, 3,5-difluoropheny...
5 Isophthalic acid, 2,4-dichloroph...

Abundance Scan 3401 (23.020 min): BG048989.

390 (C24H3804
. 379 C23H25N04
456 C22H23C1304
348 C19H18F204
422 C22H24C1204

D\data.ms (-3396) (-

006422-86-2 52
1000323-66-6 38
1000344-57-2 38
1000315-54-1 35
1000344-41-2 27

m/z 149.00 100.00%

70.1 149.0
261.1
5000
Hh ‘ | 191.1 ‘ 356.1 23.00
0 Wb 44 L T w2z 70010 93.71%
mlz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 T T T \M/\V\MI\V\’W
23.00
m/z 261.10 81.56%
O+ \M ‘h‘\”\“\“‘\““\‘ \L — J \‘\1\8\9.‘0\ LI 13\,0‘4\(\)\ \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #201996: Terephthalic acid, 4-cyanophenyl octyl ester
261.0
A T ‘ T \A T ‘
23.00
5000 ITI/Z 57.20 76.27%
149.0
s5.0 010
e
miz--> 50 100 150 200 250 300 350
Abundance #228374: Isophthalic acid, octyl 2,4,6-trichlorophenyl este P ‘
261.0 23.00
m/z 104.10 40.42%
5000
149.0
550 1040 7 1g6 270
T e B B R R IS S
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48989.D

Acqg On : 15 Jun 2021 22:47
Operator : CG/JU

Sample : M2672-13

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
Butane, 2-chlor... 3.161 16.4 ng 164578 1 8.114 201124 20.0
3-Penten-2-0l 3.285 11.0 ng 110559 1 8.114 201124 20.0
2-Pentanone, 4-... 5.200 2.9 ng 28920 1 8.114 201124 20.0
p-Xylene 5.735 6.3 ng 63500 1 8.114 201124 20.0
Ethanol, 2-(2-b... 10.699 3.5 ng 46557 2 10.934 270057 20.0
1,3,5-Triazine-... 16.152 3.3 ng 88065 4 17.503 542047 20.0
Benzenamine, 2,... 17.621 2.8 ng 76743 4 17.503 542047 20.0
n-Hexadecanoic ... 18.390 8.6 ng 233816 4 17.503 542047 20.0
Octadecanoic acid 19.654 5.8 ng 178559 5 21.798 620590 20.0
9-Octadecenamid... 20.794 4.0 ng 124958 5 21.798 620590 20.0
Tricosyl triflu... 21.428 5.0 ng 156804 5 21.798 620590 20.0
1,4-Benzenedica... 23.020 2.5 ng 77865 5 21.798 620590 20.0

8270-BG061121.M Wed Jun 16 15:49:14 2021

Pag 15



