LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc :

ALS Vvial : 16 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_ P\Methods\8270E-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8108.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 25 rVB 123542 215329 4.62% 0.643%
2 4,952 327 334 342 rBV 43099 66919 1.44% 0.200%
3 5.411 406 412 421 rBV 228804 366310 7.86%  1.095%
4 5.911 491 497 511 rBV 469145 712612 15.28%  2.130%
5 7.005 672 683 695 rBV 232370 418207 8.97% 1.250%
6 7.822 815 822 831 rBV 627316 996678 21.38% 2.978%
7 7.963 839 846 851 rVB 35287 59021 1.27% 0.176%
8 8.046 851 860 866 rBV 146770 226513 4.86% 0.677%
9 8.616 949 957 962 rBV 78153 120544 2.59% 0.360%
10 8.846 979 996 1007 rBV 683953 1709009 36.65% 5.107%
11  8.981 1013 1019 1030 rVV 146880 258582 5.55% 0.773%
12 10.410 1253 1262 1272 rBV3 28518 58904 1.26% 0.176%
13 10.622 1288 1298 1305 rBV 855684 1467547 31.47% 4.386%
14 12.057 1537 1542 1552 rBV2 44086 97427 2.09% 0.291%
15 12.275 1575 1579 1586 rVB2 51676 88871 1.91% 0.266%
16 12.334 1586 1589 1593 rBV 36206 48566 1.04% 0.145%
17 13.087 1709 1717 1726 rBV 438941 683378 14.66% 2.042%
18 13.251 1738 1745 1748 rBV6 42512 87836 1.88% 0.262%
19 13.298 1749 1753 1758 rVB 87903 124331 2.67% 0.372%
20 13.887 1849 1853 1857 rBV2 84567 121965 2.62% 0.364%
21 13.957 1862 1865 1869 rVV3 65974 108052 2.32% 0.323%
22 14.004 1869 1873 1882 rVB6 61409 139140 2.98% 0.416%
23 14.210 1904 1908 1911 rBV6 56058 97772 2.10% 0.292%
24 14.263 1915 1917 1920 rVV2 67298 82194 1.76%  0.246%
25 14.298 1920 1923 1930 rVB5 158349 262560 5.63% 0.785%
26 14.375 1931 1936 1941 rBV3 114531 182328 3.91% 0.545%
27 14.469 1943 1952 1958 rBV 1303289 2150819 46.13% 6.428%
28 14.557 1963 1967 1971 rVB2 132627 186198 3.99% 0.556%
29 14.716 1987 1994 1998 rBV 182732 287883 6.17% 0.860%
30 14.792 2004 2007 2011 rBV3 77717 113820 2.44% 0.340%

31 14.998 2039 2042 2049 rVB3 71617 108846 2.33%
32 15.263 2083 2087 2091 rBV3 127607 190291 4.08%
33 15.963 2201 2206 2213 rBV2 310276 602596 12.92%
34 16.222 2246 2250 2258 rVB 489810 727962 15.61%
35 16.569 2306 2309 2320 rVB2 401230 570358 12.23%
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36 17.051 2387 2391 2399 rVB 554087 855457 18.35%  2.556%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS Vvial : 16 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_ P\Methods\8270E-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.228 2416 2421 2430 rBV 1436122 2380903 51.06% 7.115%
38 18.128 2571 2574 2579 rVB 1051613 1248062 26.77% 3.730%
39 18.957 2712 2715 2723 rVB 588295 826766 17.73% 2.471%
40 19.357 2780 2783 2788 rBV 523168 689236 14.78%  2.060%
41 19.41@ 2789 2792 2797 rVB 558979 699629 15.00%  2.091%
42 19.792 2854 2857 2865 rVB 739009 1011395 21.69% 3.022%
43 20.451 2966 2969 2972 rBV 347738 395795 8.49% 1.183%
44 20.486 2972 2975 2979 rVB 576186 627418 13.46% 1.875%
45 21.180 3084 3093 3097 rBV4 1447636 4662757 100.00% 13.934%
46 21.321 3113 3117 3122 rVB 1486793 1905538 40.87% 5.695%
47 21.404 3129 3131 3133 rBV 228763 246059 5.28% 0.735%
48 21.433 3133 3136 3139 rVB 626956 682481 14.64%  2.040%
49 22.216 3266 3269 3276 rVB3 491636 790206 16.95% 2.361%
50 22.439 3305 3307 3312 rVB 531140 700284 15.02%  2.093%

51 23.727 3523 3526 3537 rVB 1065915 2001169 42.92% 5.980%

Sum of corrected areas: 33462523

8270E-BP111921.M Wed Nov 24 11:53:53 2021 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
3000000

2500000

2000000

1500000

1000000

500000

: 23 Nov 2021 21:51
: CG/IU
: M4803-02 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
BP008108.D

: 16 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008108.D\data.ms

10.622

7.822 8.846
5.911
5.411 7.005
028 8,046 981
T 4952 | J\ |8 963~ B8.6L 10.41
I

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP008108.D\data.ms

18.128
17.228
18.957
146509 792
17.05 “ N
14.469 .
16.569
16.222 L
159631
13.087 [— L
02223 T e
12 $4 ‘lﬁ‘ 1 1‘“' ,us‘l‘ lb‘ P

0
Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

0
Time--> 20

8270E-BP11192

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP008108.D\data.ms

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Butane, 2-methoxy-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.028 4.32 ng 215329 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP008108.D\data.ms (-3) (-) m/z 73.05 100.00%

—

5000
e AARRRERREERSSSERRS
‘ | 3.103.203.303.40
o ddd | 1649 2531 3571 4623 S5A47. ./, 43.00  40.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL BN B R R IR
3.103.203.303.40
L m/z 55.00 28.75%
Oll\‘WJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e aeeseest
3.103.203.303.40
5000 m/z 87.05 24.28%
o_‘\H‘M At e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2248: Silane, tetramethyl- R R L ARRA
73.0 3.103.203.303.40
m/z 71.05 11.73%
5000
15.0
O‘N\W‘H‘_“w‘u‘_‘H“H‘_‘H‘H“_‘H‘H‘w“u“ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51

Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: 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 2 Ethanol, 2-butoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5011 1436 ng 712612 1,4-Dichlorobenzene-d4  7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 ceHl402 000111-76-2 83

004439-24-1 59
1000368-20-5 23
000142-96-1 16
000540-42-1 12

2 Ethylene glycol monoisobutyl ether 118 C6H1402
3 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402
4 n-Butyl ether 130 C8H180

5 Propanoic acid, 2-methylpropyl e... 130 C7H1402

Abundance Scan 497 (5.911 min): BP008108.D\data.ms (-491) (-) m/z 57.05 100.00%

57.0
5000

5.60 5.80 6.00 6.20
38.53%

118.0 207.8268.1 341.1 423.7 493.1
_‘AWHWLM‘H‘H‘w“u‘H‘W‘H“H‘W‘H‘M“W‘H‘_ m/z 44.95

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

o

Abundance #10027: Ethanol, 2-butoxy-
57.0

5000 L B R R R R
5.60 5.80 6.00 6.20
‘ m/z 40.95  34.74%
0‘\\“‘\"‘\\”\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
R RREREREE o ARRRE:
5.60 5.80 6.00 6.20
5000 m/z 87.05 17.70%

l

i

o

Abundance

#15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0

‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\\

5.60 5.80 6.00 6.20

m/z 56.05  8.34%
5000 /\¥
o”*lHl“‘ H,HHWHWHWW
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 3 D-Limonene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.046 4.55 ng 226513 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 95
3 Limonene 136 C1@H16 000138-86-3 91
4 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H1l6 013898-73-2 90
5 Cyclohexanol, 1-methyl-4-(1-meth... 196 C12H2002 010198-23-9 83
Abundance Scan 860 (8.046 min): BP008108.D\data.ms (-851) (-) m/z 68.05 100.00%
68.0
5000 Jk
R R R man
H‘ ‘ Hl 6.1 7.80 8.00 8.20 8.40
owhW‘lu ALl 220828213408 43134899547 .., 67 .05 76.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18009: D-Limonene
68.0
5000 B R L R I R R
136.0 7.80 8.00 8.20 8.40
‘ m/z 93.10 65.05%
O‘J‘J‘JIWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
PR e
7.80 8.00 8.20 8.40
5000 m/z 78.95 36.96%
oLl poee
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17996: Limonene EEEE T S SRER S
68.0 7.80 8.00 8.20 8.40
m/z 52.95 28.61%
5000
‘ } 136.0
ou‘m‘H‘]"}mwm‘mwuwuH_m_m_m_m_ RN RIENE RN S A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Butoxyacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.846  34.29 ng 1709010 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butoxyacetic acid 132 C6H1203 002516-93-0 86

2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 17

3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 12

4 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 12

5 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 12

Abundance Scan 996 (8.846 min): BP008108.D\data.ms (-979) (-) m/z 57.05 100.00%

57.0
5000

| ’|1191 209.0 281.1341.1  455.6516.5 8.006.80 9.00 920
el S e m/z 40.95 43.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16360: Butoxyacetic acid
57.0
5000

‘ 8.60 8.80 9.00 9.20

o

m/z 60.95 29.17%

L
‘\\\\‘1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4868: Propanoic acid, 2,2-dimethyl-
57.0

8.60 8.80 9.00 9.20

o

5000 m/z 60.00 26.51%
o‘HJ“MHWH_m_m_H‘,HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether  AREERLEEEEE R
57.0 8.60 8.80 9.00 9.20

m/z 55.00  22.92%

5000 L/L
0 \L\u n‘ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 unknownl4.298 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.298 2.44 ng 262560  Acenaphthene-di10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 40
2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si 1000363-74-4 37
3 1,22-Docosanediol 342 C22H4602 022513-81-1 32
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 22
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 16

Abundance Scan 1923 (14.298 min): BP008108.D\data.ms (-1920) (-  m/z 193.15 100.00%

198.2
55.0
5000 b3 1
B —
{ } | | ’ 14.00 14.50
b LML L oLy 2820 354.9412.1470.9 548 ./, 55 09 78.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #100848: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
5000 — —
14.00 14.50
430 m/z 97.10 66.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100843: Silane, chlorodiethylhexyloxy-
198.0
109.0 S S
14.00 14.50
5000 m/z 69.10  64.93%
ne
0 HMMWWHMMMM‘wH\‘H\\‘H\\_\\\_\\\_\\w\\\w\\u‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251504: 1,22-Docosanediol —— —
55.0 14.00 14.50
m/z 109.10 61.69%
h W
i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.716 2.68 ng 287883  Acenaphthene-di10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1994 (14.716 min): BP008108.D\data.ms (-1987) (- m/z 57.00 100.00%
57.0

—— —
F7'1 14.50 15.00
o ALLLLLI 1932 28203411 4250 8307 .. 7105  o1.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0
5000 — ——
14.50 15.00
m/z 43.10 88.82%
7.0
0 \’ ] \‘\ Ii J‘liﬁl Il 11\9‘7|0 281.0 394.0

LI L L L L B L L L L L B I LB I

I
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane

3

— —
14.50 15.00
5000 m/z 85.10  65.59%

3

ol MLAIRTS, 280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane 7 —
57.0 14.50 15.00
m/z 41.00 32.58%
200 MW
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 7 Tridecane, 5-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.222 6.12 ng 727962  Phenanthrene-die 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Heptacosane 380 C27H56 000593-49-7 80
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 78
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 72

Abundance Scan 2250 (16.222 min): BP008108.D\data.ms (-2246) (- m/z 57.10 100.00%

57.1
5000
— —
1971 5155 16.00 16.50
ob ML 2022 282.0841.7403.1 4662 5350 /7 71.10  74.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — ——
16.00 16.50
m/z 43.10 49.41%
O\\\K\‘WJI‘Tl\l‘p_W?\?-IO‘:\LWS\“s\-?\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
— —
16.00 16.50
5000 m/z 85.10 28.08%
0 (11112270 1970 2670 3800
R I ARERmaass R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59036: Undecane, 6-ethyl- — —
57.0 16.00 16.50
m/z 41.00 18.55%
5000 M
‘ ‘ 1 154.0
X O — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.569 4.79 ng 570358 Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 81
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 53

Abundance Scan 2309 (16.569 min): BP008108.D\data.ms (-2306) (-~  m/z 57.10 100.00%
57.1

E

5000
‘ HF p332 16.50
obr bbb Ll 233229213561 4190 8005 n/; 7116 82.11%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287976: Heptacosane
57.0
5000 e :
16.50
m/z 43.18  74.29%
7.0
O [\tff\!lfﬁ\f‘l\‘\]-\gz\o\\\z‘??\o\‘\\\\‘%?9\?\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-

E

16.50
5000 m/z 85.10 62.03%

} 1270 1970 2670 3650

E

0‘Hﬂw‘H‘_‘H‘Huw‘u‘_‘H‘H‘W‘H‘“‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0 16.50
m/z 55.00 44 .19%
5000 VM/LJVw/kJ\WMWWMMAﬂA
or bl t220 2800 _—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.051 7.19 ng 855457  Phenanthrene-di10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2391 (17.051 min): BP008108.D\data.ms (-2387) (- m/z 57.10 100.00%
57.1

5000 ANNNJ/fNJJ&VMJ\~V/w/
T T
‘ ‘ 1271 o, 17.00
b L, 1972 2661 330.1 399.04562 5206 1/, 71.10  74.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
17.00
m/z 43.10 46.38%
‘ 127.0 197.0
O\J\‘\“\‘I\\I\‘ﬂ‘\A\A\\l“\\\l\l‘-\\\\z‘s\\?.\O\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T T
17.00
5000 ITI/Z 85.10 39.84%
obAMLPETS 21 2060 bj\w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74013: Tridecane, 2-methyl- T
57.0 17.00
m/z 41.00 23.13%
5000 Amwww¢wwdj\wﬂJM“Mfﬂﬂ
‘ 155.0
0 w“‘!uul‘Jmﬂwww"‘,‘Hwwm_mww —
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.128 10.48 ng 1248060  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 70
2 Heptadecane 240 C17H36 000629-78-7 70
3 Heptacosane 380 C27H56 000593-49-7 70
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 64
5 Eicosane 282 C20H42 000112-95-8 62

Abundance Scan 2574 (18.128 min): BP008108.D\data.ms (-2571) (- m/z 57.10 100.00%
57.1

5000
— —
’fffl 213.2 18.00 18.50
obr bbb iy | 283134124042 47135362 ), 43016 87.33%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 — —

18.00 18.50
m/z 71.10 77.33%

\‘l |J~1311 I 11970 296.0
0 \\"‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane

o1
~l
o

18.00 18.50
5000 ITI/Z 85.10 56.10%
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane T —
57.0 18.00 18.50
m/z 73.00 49.66%
5000 A\m#
o AT o zoro w0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Docosane, 1,22-dibromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.957 6.94 ng 826766  Phenanthrene-di10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1,22-dibromo- 466 C22H44Br2 034540-49-3 93
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Isopropyl octadecyl ether 312 C21H440 1000406-34-2 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 90

Abundance Scan 2715 (18.957 min): BP008108.D\data.ms (-2712) (- m/z 57.10 100.00%

57.1
5000
71 19.00
| 238.2 ’
0 m‘,J‘mﬂ‘lﬁwmawu‘H?}%-%“?19?;?’”_F’F"‘?:?me m/z 71.10  72.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #330480: Docosane, 1,22-dibromo-
57.0
5000 T
19.00
m/z 43.10 59.13%
135.0
389.0
0 T \“\ ‘\ ’ L \“\U‘ '\”\J\“\‘ 1‘\\““‘%8?"(‘)‘2“7‘5""(‘)‘ TTT ‘ T \“\ ‘ T \\4‘6\\8\\0‘ TTTT ‘ TTTT ‘ TTT1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
——
19.00
5000 ITI/Z 55.00 46.19%
27.0
ol J 111],197.0267.0 351.0421.0491.0 618.(
et b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215092: Isopropyl octadecyl ether T
43.0 19.00
m/z 85.10 40.12%
5000
| 1|H
O H A A e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 12 Cyclopentane, (4-octyldodec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.357 7.23 ng 689236  Chrysene-di2 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 52
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 46
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 42
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 38
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
Abundance Scan 2783 (19.357 min): BP008108.D\data.ms (-2780) (- m/z 57.10 100.00%
57.0
5000
— ——
“ H 2412 19.00 19.50
ol Hu“w i) 30513703 4383 5101 /7 43.10  97.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259997: Cyclopentane, (4-octyldodecyl)-
43.0
5000 — —
19.00 19.50
m/z 69.10 96.17%
OJ}WleI‘IJ‘J‘J.01ll \?!9\3’93\\5‘0\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
3.0
— ——
19.00 19.50
5000 m/z 71.10 77.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo-
57.0 1900 1950
m/z 55.00 72.42%
5000 W
155.0
ob b T saa0 R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP111921.M Wed Nov 24 11:54:08 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 13 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.410 7.34 ng 699629  Chrysene-di2 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Heptadecane 240 C17H36 000629-78-7 80
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 78
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 64

Abundance Scan 2792 (19.410 min): BP008108.D\data.ms (-2789) (- m/z 71.10 100.00%
111

5000
——
| Hl ro12 19.50
obr kbl 119012612 3590 45915196 1/, 5719  o99.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 U
19.50
m/z 85.10 76.11%
i85m0 oseo
O‘\\‘\\‘\\\‘\‘\\\f‘\‘g\‘\‘f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
——
19.50
5000 ITI/Z 43.10 71.79%
1|20 2400
o"m_!MJmH‘WHww,‘H‘,w_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo- —
57.0 19.50
m/z 99.10 32.42%
5000

b I p70 amg a0
R AR A AR N AR SRR AR SRR AR ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP111921.M Wed Nov 24 11:54:10 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 14 unknown20.451 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.451 4.15 ng 395795 Chrysene-d12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 46
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 43
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 43
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 38
5 4-Nonene, 2,3,3-trimethyl-, (Z)- 168 C12H24 063830-68-2 38

Abundance Scan 2969 (20.451 min): BP008108.D\data.ms (-2966) (- m/z 69.10 100.00%
1

5000
P
‘ | } ﬁg'l 234.1 300.1 2050
bkl di ], 23413001 415247535841 ./, 57,19  71.e3%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 1
20.50
1050 m/z 71.10  61.78%
0 L J\‘ “ I “I b 11950 264.0 364.0 4370 .
\\\f‘ T\\‘\\\T‘\\\\‘f\\1‘\\\\‘1\\\‘\\\T‘\\\\‘\W\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
P
20.50
5000 m/z 43.10 49,23%
ez
Om‘\“‘\ \\‘h\i\‘\“"\\\H‘HH\‘\\\W\H‘HHWHWHWH,\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl- ——
69.0 20.50
m/z 83.10 45.06%
5000 W\%
h { 154.0
T e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP111921.M Wed Nov 24 11:54:11 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 15 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.486 6.59 ng 627418  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 83
3 1,3-Propanediol, docosyl ethyl e... 412 C27H5602 1000406-35-6 83
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 83
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 78

Abundance Scan 2975 (20.486 min): BP008108.D\data.ms (-2972) (- m/z 57.10 100.00%
57.1

5000 Jb\
127.1 e
“ ‘ 1971 2800 20.50
obk b L L LEPTS 2800 374943514992 /p 71,19 93.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 LU
20.50
m/z 85.10 72.28%
‘ | Jﬁ 197.0 267.0 338.0
O\J\\‘\\\\‘\\\J“A\‘\\‘\\‘H\\l\l\‘l\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
——
20.50
5000 ITI/Z 43.10 65.77%
127.0 2110
0 'JF “”“”wﬂv/ﬂAﬂMﬁhwwwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309423: 1,3-Propanediol, docosyl ethyl ether ——
57.0 20.50
m/z 99.10 34.35%
5000
309.0
MU amme T
0 J“"w‘H‘HHJﬁdwm‘H“M‘H“H‘M“W‘H‘M“W‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 16 Benzenepropanoic acid, 3,5-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.180 48.94 ng 4662760  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 68
2 3-(1,2,4-Triazol-4-yl)phenoxyace... 219 C10H9N303 847606-79-5 60
3 Quinoline, 2-(3-tolyl)- 219 C16H13N 024641-30-3 20
4 Isophthalic acid, 3-chlorophenyl... 346 C19H19C104 1000344-60-3 18

5 Isophthalic acid, 2,6-dichloroph... 380 C19H18C1204 1000344-62-2 14

Abundance Scan 3093 (21.180 min): BP008108.D\data.ms (-3084) (- m/z 219.20 100.00%

57.1 219.2
530.5
5000
147.1
—= —
\ “ l 2‘781 21.00 21.50
O bbb bl ‘“WU‘_ LLl sss2a0020504 || s 10 97.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylett
57.0
5000
2100 2150
219.0 5300 m/z 530.50  69.63%
\ 147.0 >7
obttb b L 280 345000200890 |1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97310: 3-(1,2,4-Triazol-4-yl)phenoxyacetic acid
219.0
63.0 — —
21.00 21.50
5000 ITI/Z 515.45 58.81%
44.0
0 LFFWWWWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97887: Quinoline, 2-(3-tolyl)- —T —
219.0 21.00 21.50
39.0 m/z 43.10 44.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 17 unknown2l.404

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.404 2.58 ng 246059  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 46
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 43
3 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 43

4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S
5 Dodecane, 1-iodo- 296 C12H25I

Abundance Scan 3131 (21.404 min): BP008108.D\data.ms (-3129) (-

1000309-18-4 35
004292-19-7 35

m/z 69.10 100.00%

69.1
5000
Tsl —
‘ ‘ ‘ 207.0 295.1 21.50
355.1
omwHL‘HL“‘H"‘H"‘H"‘wa“z‘?}wf?‘?,‘? m/z 57.10  66.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
5000 L
21.50
m/z 71.10 60.80%
UL o
O\U\‘\‘J\JT“1f‘\‘f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl trifluoroacetate
57.0
P
21.50
5000 ITI/Z 43.10 55.07%
125.0
okl M 181.0 250.0308.0364.0 437.0
‘H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u“H‘,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #344255: Octacosyl pentafluoropropionate P
57.0 21.50
m/z 83.10 47.68%
5000
125.0
0 “ L ‘ | 1810 25003080 392.0 538.C
H“H“_“w"H“H“H“_“w“u“u“u“_“w‘ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 18 Octacosane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.433 7.16 ng 682481  Chrysene-di2 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 80
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 62
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 53

Abundance Scan 3136 (21.433 min): BP008108.D\data.ms (-3133) (- m/z 57.10 100.00%
57.1

2000 w/m//X\\vjA\,f“\N\m
1F7'1 21‘56
0 HJ‘_ A ‘ ““Hlmzmz‘??"lw“3‘4‘5@1““““3‘1;‘2”"19?:“‘”_ m/z 71.10  98.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 ]
21.50
1970 m/z 85.10 80.30%
‘ | JfH 197.0 267.0 338.0
O\J\\‘\I\\‘I\i\J\J\‘\l‘ll\‘\\‘\\1‘\1\1\1\“\\\\\\“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo-
57.0
——
21.50
5000 m/z 43.10 61.39%
1610
oLl pere a0 w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157263: Decane, 1-iodo- T
43.0 21.50
m/z 99.10 39.79%
5000
‘ 141.0
ob bbb by 2880 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 19 1,4-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.216 8.29 ng 790206  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 47
4 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 27
5 Terephthalic acid, 3,5-difluorop... 390 C22H24F204 1000324-05-2 27

Abundance Scan 3269 (22.216 min): BP008108.D\data.ms (-3266) (- m/z 70.10 100.00%

70.1
1490 2611
5000
= —
“ ‘ ’ ‘ | 22.00 22.50
ob i L 118192 4028 5021 .5 149.00  63.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
261.
149.0 61.0
5000 —— R
22.00 22.50
‘ m/z 261.10 58.91%
Olhi\l“l\‘l\\ll’.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
= =
22.00 22.50
50000 70,0 m/z 112.10  41.09%
149.0
0 mﬂﬁ“uﬂﬁwq‘h“ﬂﬂw R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) T —
70.0 22.00 22.50
1490 261.0 m/z 57.10 39.16%
- J\\M
OMLH.MM,%LO N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 20 Eicosane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.439 7.35 ng 700284  Chrysene-di12 21.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1l-iodo- 408 C20H41I1 1000406-31-8 90
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 64
4 Squalane 422 C30H62 000111-01-3 58
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53

Abundance Scan 3307 (22.439 min): BP008108.D\data.ms (-3305) (- m/z 71.10 100.00%

71.1
5000
155.2 L
m 20 3271 403.3 473.3530.2 22:50
ol kbl LLLLL1 2220 3271 4033 47335302 .., 57,19  93.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 R
22.50
m/z 85.10 86.87%
LT gm0 2810
0\J\F‘\1\\‘!\\T‘\1\\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo-
57.0
——
22.50
5000 ITI/Z 43.10 53.54%
2530
OJM‘l8 V\ﬁj\w“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo- ——
57.0 22.50
m/z 99.10 43.37%
5000
155.0 225.0
0‘A\M‘MLNMMVM‘MJH‘H‘W“H‘H‘W‘H‘M‘H‘H‘W‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8108.D

Acqg On : 23 Nov 2021 21:51
Operator : CG/JU

Sample : M4803-02 10X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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|
Butane, 2-metho... 3.028 4.3 ng 215329 1 7.822 996678 20.0
Ethanol, 2-butoxy- 5.911 14.3 ng 712612 1 7.822 996678 20.0
D-Limonene 8.046 4.5 ng 226513 1  7.822 996678 20.0
Butoxyacetic acid 8.846 34.3 ng 1709010 1 7.822 996678 20.0
unknown14.298 14.298 2.4 ng 262560 3 14.469 2150820 20.0
Octacosane 14.716 2.7 ng 287883 3 14.469 2150820 20.0
Tridecane, 5-pr... 16.222 6.1 ng 727962 4 17.228 2380900 20.0
Heptacosane 16.569 4.8 ng 570358 4 17.228 2380900 20.0
Hexadecane, 2,6... 17.051 7.2 ng 855457 4 17.228 2380900 20.0
Heneicosane 18.128 10.5 ng 1248060 4 17.228 2380900 20.0
Docosane, 1,22-... 18.957 6.9 ng 826766 4 17.228 2380900 20.0
Cyclopentane, (... 19.357 7.2 ng 689236 5 21.322 1905540 20.0
Eicosane 19.410 7.3 ng 699629 5 21.322 1905540 20.0
unknown20.451 20.451 4.2 ng 395795 5 21.322 1905540 20.0
Tetracosane 20.486 6.6 ng 627418 5 21.322 1905540 20.0
Benzenepropanoi... 21.180 48.9 ng 4662760 5 21.322 1905540 20.0
unknown21.404 21.404 2.6 ng 246059 5 21.322 1905540 20.0
Octacosane, 1-i... 21.433 7.2 ng 682481 5 21.322 1905540 20.0
1,4-Benzenedica... 22.216 8.3 ng 790206 5 21.322 1905540 20.0
Eicosane, 1-iodo-  22.439 7.3 ng 700284 5 21.322 1905540 20.0
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