LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc :

ALS Vvial : 10 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 M\Methods\8270-BM120821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33399.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.031 300 305 313 rVB 355988 529721 14.59% 2.208%
2 5.490 377 383 389 rBV 1972284 2865707 78.95% 11.943%
3 5.549 389 393 402 rVB2 86658 189137 5.21% ©0.788%
4 5.919 452 456 462 rVB2 40369 64903 1.79% 0.270%
5 6.101 483 487 492 rVB 37474 57155 1.57% 0.238%

7.078 646 653 666 rBV 1854958 3060266 84.31% 12.
7.901 787 793 801 rVB 320069 519748 14.32% 2
9.066 984 991 1001 rBV 1187030 1981083 54.58%  8.256%
10.478 1226 1231 1244 rBV3 25864 50574 1.39% ©
10 10.695 1261 1268 1277 rBV 386439 693527 19.11% 2

11 13.154 1676 1686 1697 rBV 2370602 3581054 98.66% 14.924%

12 13.342 1713 1718 1721 rBV3 35964 50722 1.40% 0.211%
13 14.166 1853 1858 1865 rBV6 24765 46456 1.28% 0.194%
14 14.413 1891 1900 1965 rBV3 36332 81768 2.25% 0.341%
15 14.530 1913 1920 1932 rVB 518883 811558 22.36%  3.382%

16 15.930 2153 2158 2164 rBV 105633 138965 3.83%
17 16.013 2166 2172 2189 rVV 1427040 2181427 60.10%
18 17.265 2378 2385 2391 rBV 547024 831427 22.91%

OO WU
N
o))
U1
S

19 17.383 2401 2405 2411 rVB5 69473 95840 2.64% 399%
20 17.548 2429 2433 2440 rVB 29060 46055 1.27% 192%
21 17.918 2492 2496 2501 rVB5 50217 76592 2.11% ©.319%
22 18.148 2531 2535 2540 rBV3 60222 86436 2.38% 0.360%
23 18.224 2545 2548 2553 rVWV 53069 64813 1.79% 0.270%
24 18.442 2581 2585 2589 rBV2 31418 44814  1.23% 0.187%
25 18.995 2676 2679 2684 rBV3 28730 38071 1.05% ©.159%
26 19.312 2729 2733 2739 rVB6 30215 61825 1.70% ©.258%
27 19.877 2824 2829 2838 rVB 2804858 3629629 100.00% 15.127%
28 20.630 2953 2957 2960 rBV 70632 79042 2.18% ©.329%
29 21.124 3037 3041 3047 rBV 226315 293487 8.09%  1.223%
30 21.330 3073 3076 3081 rVB 122848 140722 3.88% 0.586%
31 21.430 3088 3093 3100 rBV 599856 778315 21.44%  3.244%
32 22.283 3235 3238 3244 rVB2 81035 102166 2.81% 0.426%

33 23.747 3481 3487 3497 rVB 365000 721601 19.88%  3.007%

Sum of corrected areas: 23994606
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM033399.D\data.ms
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Abundance TIC: BM033399.D\data.ms
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM033399.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.031 20.38 ng 529721 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (5.031 min): BM033399.D\data.ms (-300) (-) m/z 43.10 100.00%

3.1
5000
1011 L L L L L L B I IR
l740 | 1331 207.0 252 480 5005.20 549
bl th 7492831 2070 2520 n/z 59.e5  56.75%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B

4.80 5.00 5.20 5.40
m/z 101.10 18.05%

H 101.0
OHH‘\“\HH“H{\\‘\‘\\\.\“H\\“‘\\H‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
S ARARMEEAE e
4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 14.97%
101.0
015-0 70.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4156: 1-Propen-2-ol, acetate RN e S N
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000
15.0 72.0 100.0
O ekt e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.101 2.20 ng 57155 1,4-Dichlorobenzene-d4 7.901

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 72
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 32
4 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 23
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 12
Abundance Scan 487 (6.101 min): BM033399.D\data.ms (-483) (-) m/z 73.10 100.00%
43.1 73.1
5000
R e Raaaal
\H ?9.0 100.0 115.0 5.80 6.00 6.20 6.40
O e e m/z 43.10  99.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000 U R B ]
5.80 6.00 6.20 6.40
m/z 41.00 13.24%
29.0 115.0
OH\‘HH‘H\‘\“HH“MH\\‘1\5\}‘.\c‘)\\\\‘\{\\‘\\6\.\(‘)\\]-\0\‘()\.\()\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
e ARRaEaEE T
5.80 6.00 6.20 6.40
5000 58.0 m/z 42.05 10.94%
15.0
Ol e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #836: N-Ethylformamide AR ARNREEEE T
30.0 73.0 5.80 6.00 6.20 6.40
m/z 39.10 10.44%
5000
58.0
44.0
15.0 g
OFrr ittt e e e e e e C
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.413 2.02 ng 81768  Acenaphthene-dile 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Nonadecane 268 C19H40 000629-92-5 58
3 Dodecane 170 C12H26 000112-40-3 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1900 (14.413 min): BM033399.D\data.ms (-1891) (- | m/z 57.05 100.00%
57.0
w0 xﬁvMNAMVW/KWJ&AAWMJV
‘ ‘ 1450
99.1 .
oL— mqw‘MM“Nﬁ‘”‘u‘ = — — ‘28}$ m/z 43.10 69.18%
miz-> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 T
14.50
27.0 m/z 71.05 46.19%
‘ H ‘ 99.0 1410 184.0
(O ‘\“”‘\ ‘\‘ \“‘\ ““ S \.‘ T \‘\ LA A B S
miz--> 50 100 150 200 250
Abundance
57.0 /\”\
AL
14.50
5000 m/z 41.10 42.10%
99.0
. 27.0 141.0 183.0 268.0 M
; T T —
miz--> 50 100 150 200 250
Abundance #45481: Dodecane —
57.0 14.50
m/z 85.05 27 .39%
h WWVWJ\MWV
27.0‘ 99.0 170.0
o ACLL L0 100700 i
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.930 3.34 ng 138965 Phenanthrene-di10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 35
3 Hexane, 1,6-dicyclohexyl- 250 C18H34 001610-23-7 25
4 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 17
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 16
Abundance Scan 2158 (15.930 min): BM033399.D\data.ms (-2153) (- | m/z 83.10 100.00%
3.1
411 249.2
5000
125.0 208.1 T
‘ 179.1 16.00
O bl bbb e bbby | m/z 82,100 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134054: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0
41.0 249.0
5000 T
16.00
125.0 m/z 41.10 63.21%
208.0
0 \‘ i ‘\ A " L \\15201790 ‘ |
\H‘HHHH‘HH‘\\\‘H\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance
83.0
——
16.00
5000 55.0 m/z 249.20  57.15%
270 208.0
0 [ 125.0152.0180.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 N\A
Abundance #136141: Hexane, 1,6-dicyclohexyl- =
83.0 16.00
m/z 70.00 52.08%
55.0
5000
o L | | 111.01380166.0193.02200 2500
e e T e e e e e e s
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01

Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 7

Peak Number 7 wunknownl7.383

000147-82-0 25
1000447-71-9 18
1000294-01-1 12
1000161-69-8 12

R.T. EstConc Area Relative to ISTD
17.383 2.31 ng 95840  Phenanthrene-d1e
Hit# of 5 Tentative ID MW MolForm
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N
2 4-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si
3 Propanamide, 3-[3,5-di(tert-buty... 321 C19H31NO3
4 Tellurium, bis[(.eta.-5-cyclopen... 612 C22H4ONi2P2Te
5 Triethylphosphine 118 C6H15P

000554-70-1 12

Abundance Scan 2405 (17.383 min): BM033399.D\data.ms (-2401) (- | m/z 328.80 100.00%
62.1 140.9 328.8
5000
249.9
196.9 T T
387.¢ 17.00 17.50
0! m/z 62.10 98.16%
miz--> 50 100 150 200 250 300 350
Abundance #233315: Benzenamine, 2,4,6-tribromo-
329.0
5000 A \l\/\ L — At
17.00 17.50
170.0 250.0 m/z 330.80 94.54%
90.0 ‘ ‘ /
O\\\“\““\‘H\\““‘\\‘\\’\‘H“U\\‘\”‘\\M\\\\‘\\ \‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
329.0
— ——
17.00 17.50
5000 ITI/Z 140.90 87.27%
30 165.0
0290 123.0 220.0 271.0
B s B
m/z--> 50 100 150 200 250 300 350
Abundance #225868: Propanamide, 3-[3,5-di(tert-butyl)-4-hydroxyphe
62.0 17.00 17.50
m/z 142.90  77.33%
5000
147.0 219.0 321.0
03.0 '
OH thﬂ‘ﬁw?FQPw“““““ -t u N W ‘M‘ L
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.148 2.08 ng 86436  Phenanthrene-dle 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2535 (18.148 min): BM033399.D\data.ms (-2531) (- | m/z 43.10 100.00%
43.1 ,73.1
5000
129.0
1710 2132 e ——
‘ 256.1 18.00 18.50
oL ) h\“h \;H\h\‘ i, ‘\“‘H“ 1L T “ n m/z 60.10 95.27%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 — ——
129.0 18.00 18.50
213.0 m/z 73.10 89.64%
T
ob— “\ }\“HH M“ " “\hh“w \}M\‘\H} ‘\\ ‘ “ “ “‘u\‘ L \‘ — “ ——
m/z--> 50 100 150 200 250
Abundance
73.0
—— —
43.0 18.00 18.50
5000 m/z 41.10 74 .56%
129.0
171.0 214.0
I e
m/iz--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 55.05 69.02%
5000
129.0 242.0
AR o ] a0,
oLb— “‘ ;\“HM HU ‘H“H‘ﬂ‘h“ ‘M‘\‘n} “ ‘16‘4‘10;‘\‘ “ - ‘\ o - —r— ——
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexanedioic acid, dioctyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.630 2.03 ng 79042  Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 53
2 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 47
3 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 46
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 46
5 Adipic acid, 2-octyl undecyl ester 412 C25H4804 1000324-45-3 43
Abundance Scan 2957 (20.630 min): BM033399.D\data.ms (-2953) (- | m/z 129.05 100.00%
57.1 129.1
5000
s | 2100
2412 : :
oL— ‘ HH h‘\\u‘\m ‘HLM“‘ Lu “H“H‘ \‘1;‘8?\‘0\‘ - | ‘%8‘3‘0‘ - ‘:‘3?5‘:!" ITI/Z 57.10 84.44Y%
m/z--> 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 — ——
20.50 21.00
m/z 55.05 57.36%
241.0
01'5 \ M u ‘\ \‘ ‘ u‘\ 199.0 ‘ | 313.0 370.
\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
129.0
— —
20.50 21.00
5000 ITI/Z 43.10 49.,44%
57.0 185.0
2410 5990
I T
m/z--> 50 100 150 200 250 300 350
Abundance #145543: Hexanedioic acid, mono(2-ethylhexyl)ester e ——
129.0 20.50 21.00
m/z 71.10 46.63%
- W
0 H ‘ h\ “ ‘ 19902410
““““‘ L He—— — ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.124 7.54 ng 293487  Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3041 (21.124 min): BM033399.D\data.ms (-3037) ({ m/z 91.85 100.00%
5000
= —
M ‘ 207.1 21.00 21.50
ol MR IER 2, 1| 2490 31223561 ., 43,19 85.43%
m/z--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0
5000 111.0 —— —
21.00 21.50
J 266.0 m/z 57.10 84.47%
OL5. “h\“\\“\‘.\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
21.00 21.50
m/z 55.10 74.50%
5000 1110 /
169.0
0150 241.0 392.(
T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 —— —
57.0 21.00 21.50
m/z 83.10 62.80%
111.0
5000
ol LLLL111 115800500360 3080 e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.283 2.63 ng 102166  Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
3 Isophthalic acid, neopentyl octy... 348 C21H3204 1000343-86-6 22
4 Isophthalic acid, octyl 1-propyl... 376 C23H3604 1000356-40-3 22
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 22
Abundance Scan 3238 (22.283 min): BM033399.D\data.ms (-3235) (- | m/z 70.10 100.00%
70.1
149.1
5000
. . 2200 2250
0’ : T m/z 149.05 %
miz--> 50 100 150 200 250 300 350 400
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
261.
149.0 610
5000
2200 2250
m/z 57.10 67.33%
ol h‘\ 1 ‘ | amo | 3050 3610
\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance
70.0
—— —
149.0 261.0 22.00 22.50
5000 m/z 261.15 60.28%
0 203.0 305.0 361.0
B e R B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #257813: Isophthalic acid, neopentyl octyl ester —— —
261.0 22.00 22.50
m/z 55.05 38.72%
5000 71.0
149.0
‘ J) 333.0
A R R Y O N o P
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33399.D

Acqg On : 10 Dec 2021 18:01
Operator : CG/JU

Sample : M4989-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.031 20.4 ng 529721 1 7.901 519748 20.0
2-Pentanone, 4-... 6.101 2.2 ng 57155 1 7.901 519748 20.0
Tridecane 14.413 2.0 ng 81768 3 14.530 811558 20.0
1,3,5-Triazine-... 15.930 3.3 ng 138965 4 17.265 831427 20.0
unknown17.383 17.383 2.3 ng 95840 4 17.265 831427 20.0
n-Hexadecanoic ... 18.148 2.1 ng 86436 4 17.265 831427 20.0
Hexanedioic aci... 20.630 2.0 ng 79042 5 21.430 778315 20.0
1-Nonadecene 21.124 7.5 ng 293487 5 21.430 778315 20.0
1,4-Benzenedica... 22.283 2.6 ng 102166 5 21.430 778315 20.0
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