LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc :

ALS Vvial : 15 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@@8107.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 17 rVB 112375 162306 1.90% 0.433%
2 5.416 406 413 421 rBV 176469 295755 3.46% 0.789%
3 5.928 490 500 515 rBV 4678172 8548008 100.00% 22.809%
4 7.005 677 683 691 rBV 185528 303334 3.55% 0.809%
5 7.822 815 822 833 rBV 579970 996211 11.65% 2.658%

6 8.063 854 863 867 rBv4 39446 le6161 1.24%
7 8.616 953 957 964 rVB 57980 90374  1.06%
8 8.857 990 998 1013 rBV 1166136 2260588 26.45%
9 8.981 1014 1019 1024 rVV 116676 191305 2.24%

9.046 1024 1030 1043 rVB 449157 808210  9.45%

NOOOO
()
w
N
R

11  9.210 1053 1058 1069 rVB 75286 132585 1
12 10.228 1221 1231 1247 rBV 267089 613873 7
13 10.404 1253 1261 1271 rVB2 82084 149830 1.75%
14 10.622 1287 1298 1305 rBV 784475 1313879 15.
15 13.087 1709 1717 1727 rBV 341416 497206 5

PWoORr®
IS
(o)
IS
R

16 13.298 1747 1753 1761 rBV2 95705 180368 2.11%
17 14.375 1931 1936 1941 rVB 81169 104080 1.22%
18 14.469 1944 1952 1958 rVV 1206441 1880183 22.00%

OO UVIOoO®
[
fary
~N
R

19 14.557 1963 1967 1972 rVB 105245 140446 1.64% 375%
20 14.716 1986 1994 1999 rVB 182255 265706 3.11% 709%
21 14.792 2003 2007 2010 rBV 71249 95171 1.11% ©.254%
22 15.963 2200 2206 2214 rBV2 250442 403755 4.72% 1.077%
23 16.210 2244 2248 2253 rBV 121827 163436 1.91% 0.436%
24 16.457 2285 2290 2297 rVB 179365 249121 2.91% ©0.665%
25 16.569 2304 2309 2313 rVB 408080 492340 5.76% 1.314%
26 17.151 2404 2408 2412 rVB 71950 89824  1.05% 240%

27 17.227 2415 2421 2429 rBV 1515568 2216354 25.93%
28 17.839 2521 2525 2531 rVB 154254 195322 2.29%
29 18.051 2557 2561 2569 rBV 257181 353678 4.14%
30 18.127 2569 2574 2580 rBV 791837 1099020 12.86%

N OO U
U1
N
e
R

31 18.951 2711 2714 2720 rVB 221264 303893 3
32 19.174 2748 2752 2757 rBV 158217 198503 2
33 19.357 2779 2783 2787 rBV 446692 536685 6.28%
34 19.410 2788 2792 2798 rVB 585900 786288 9
35 19.510 2806 2809 2812 rBV 132624 131453 1

ONR OO
IN
w
N
B

36 19.792 2853 2857 2863 rVB 614321 727992 8.52% 1.943%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS Vvial : 15 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 20.286 2938 2941 2945 rBV 161860 201685 2.36% 0.538%
38 20.469 2965 2972 2979 rBV3 1142565 2650500 31.01% 7.073%
39 21.321 3113 3117 3123 rBV 1504683 1928883 22.57% 5.147%
40 21.410 3129 3132 3133 rBV 252444 272852 3.19% 0.728%
41 21.433 3133 3136 3140 rVB 573549 651826 7.63% 1.739%
42 22.215 3266 3269 3277 rVB4 531643 832655 9.74%  2.222%
43 22.439 3301 3307 3312 rBV5 678787 1365780 15.98%  3.644%
44 22.586 3329 3332 3340 rVB2 396091 604902 7.08% 1.614%
45 23.727 3523 3526 3536 rVB2 954325 1883761 22.04% 5.027%

Sum of corrected areas: 37476087
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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

Abundance TIC: BP008107.D\data.ms
5.928

4000000

3000000

2000000

8.857
1000000 10.622

7.822 9.046

10.228
028 5.416 7.005 8.063 8.616 981210 0.40

O‘L\\ T ‘ T ‘ T T T T ‘ T T ’ T T \{\‘ T T T T ‘ T T 1T ’ T T T \/‘k\ T T T ’ T T 1T ‘ T T ‘ T T 1T ‘ TTTT ‘ T T T T ‘ T 1T ‘ T T T ‘ T T 17T ‘ T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP008107.D\data.ms

4000000

3000000

2000000

17.227 20.¢

1000000

e L e e

Time--> 12.00 12,50 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP008107.D\data.ms

4000000
3000000
21.321

2000000

1000000

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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 : BP@@8107.D

Acqg On : 23 Nov 2021 21:17

Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
3.028 3.26 ng 162306 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 59
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP008107.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000
 RERARANEARENRRERREEaN
‘ ‘ 3.103.203.303.40
ol ikl 14792100 20503806  462.0 5347 ./, 43,00  38.28%
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 B B R R IR
3.103.203.303.40
‘ m/z 55.00 26.57%
O ]H‘\ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2245: Silane, tetramethyl-
73.0
T e
3.103.203.303.40
5000 m/z 87.00 26.31%
0 At e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9210: 1,3-Dioxolane, 2-propyl- e RRRERERE L
73.0 3.103.203.303.40
m/z 71.00 11.69%
5000 ]\khww‘JwJVMAH/RA¢W
0t e e e e e e e aRaaat s
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 : BP@@8107.D

Acqg On : 23 Nov 2021 21:17

Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 1

R.T. EstConc Area Relative to ISTD R.T.
5.928 171.61 ng 8548010 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 27
3 n-Butyl ether 130 C8H180 000142-96-1 25

4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402

1000368-20-5 25
000540-42-1 17

Abundance Scan 500 (5.928 min): BP008107.D\data.ms (-490) (-) m/z 57.10 100.00%
57.1

5000

5.60 5.80 6.00 6.20
38.48%

’118.1 215.1274.0 336.9396.9455.2513.3
RS0 £20- 22700 9309590 0002055~ m/z  45.00

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

o

Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 L B LR B R R
5.60 5.80 6.00 6.20
m/z 41.05 35.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10035: Ethane, 1,2-diethoxy-
31.0
R ERARREEEEEEE
5.60 5.80 6.00 6.20
5000 m/z 87.10 19.90%
118.0
O L  ESEEEEEEEEEEETER

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

Abundance #15668: n-Butyl ether
57.0 5.60 5.80 6.00 6.20
m/z 56.10 8.44%
5000
0 \‘ 130.0
R e e e e e e T
m/z--> 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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 unknown8.857 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.857 45.38 ng 2260590 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene glycol isobutyrate 132 C6H1203 1000458-47-9 45
2 4-Isobutoxy-2-butanone 144 C8H1602 031576-33-7 28
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 17
4 Di-n-propyl ether 102 C6H140 000111-43-3 10
5 Methyl isobutyrate 102 C5H1002 000547-63-7 9

Abundance Scan 998 (8.857 min): BP008107.D\data.ms (-990) (-) m/z 43.00 100.00%

43.0
5000
’ \10‘2'1 8.60 8.80 9.00 9.20
Orrrdibel b 2070 28103391 431.6 4974 m/z 71.e8  29.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16383: Ethylene glycol isobutyrate
43.0
5000
8.60 8.80 9.00 9.20
m/z 45.00 21.59%
102.0
O‘H‘\““\‘\l\“r"\‘\\‘\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24083: 4-1sobutoxy-2-butanone
43.0
R o AARARREN N
8.60 8.80 9.00 9.20
5000 m/z 102.05 15.88%
‘ 101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4289: Butanal, 2-ethyl- A RARRREEELE
43.0 8.60 8.80 9.00 9.20
m/z 100.95 7.70%
5000
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 : BP@@8107.D

Acqg On : 23 Nov 2021 21:17

Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 4 unknown9.046 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.046 16.23 ng 808210 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 38

2 1,3-Butanediol, 2-methyl- 104 C5H1202 000684-84-4 37
3 Propane, 2-ethoxy- 88 C5H120 000625-54-7 35
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 33
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 27

Abundance Scan 1030 (9.046 min): BP008107.D\data.ms (-1024) (-) m/z 45.00 100.00%

45.0
5000

T T T
8.80 9.00 9.20 9.40

0 _m“”ﬁ (1 2080 2788 35274172 4960 ./, s55.00  43.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0

5000 LR R ey
8.80 9.00 9.20 9.40

m/z 43.00 38.08%

0 m 1’ ”l ||11190
‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5401: 1,3-Butanediol, 2-methyl-

45.0

8.80 9.00 9.20 9.40
5000 m/z 71.00 21.63%

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

Abundance #2366: Propane, 2-ethoxy- o ARAERELEERE S
45.0 8.80 9.00 9.20 9.40

m/z 57.00 21.16%

n JW

WMﬂM1950

AR A e e R AARARA SRS RARER SRR REAE RS

o

m/z-->

o

0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:53:10 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 1,4-Pentanediol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.210 2.66 ng 132585 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentanediol 104 C5H1202 000626-95-9 53
2 2-Butanol, 3-(1-methylbutoxy)- 160 C9H2002 074810-43-8 38
3 Heptafluorobutyric acid, 2-tetra... 298 C9H9F703 1000216-78-5 38
4 2-Isopropoxyethylamine 103 C5H13NO 081731-43-3 38
5 (3-Methyl-oxiran-2-yl)-methanol 88 C4H802 1000194-22-9 32

Abundance Scan 1058 (9.210 min): BP008107.D\data.ms (-1053) (-) m/z 43.00 100.00%

43.0
5000
RRE R RRARREsEEmEs
11 8.80 9.00 9.20 9.40 9.60
O hhiP-L  206.7 28093416 407946665243 ./, 71.00  96.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5359: 1,4-Pentanediol
71.0
5000 [T T[T T T[T T T T
8.80 9.00 9.20 9.40 9.60
V m/z 45.00 92.65%
OJ“JJ’}“”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36877: 2-Butanol, 3-(1-methylbutoxy)-
45.0
RRREE S ARARRREEE:
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 60.75%
115.0
0_“‘4\“"‘ b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #197545: Heptafluorobutyric acid, 2-tetrahydrofurylmethy Do T
71.0 8.80 9.00 9.20 9.40 9.60

m/z 43.95 43.39%
5000

169.0
0 I N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 unknownl@.228 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.228 9.34 ng 613873  Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 1-(methylthio)-, (E)- 88 C4H8S 042848-06-6 43
2 1-Propene, 1-(methylthio)-, (Z)- 88 C4H8S 052195-40-1 37
3 Tetraethylene glycol 194 C8H1805 000112-60-7 35
4 4-Methoxymethoxy-3-nitro-pentan-... 193 C7H15NO5 1000187-51-5 32
5 4-Amino-1-butanol 89 C4H11NO 013325-10-5 32

Abundance Scan 1231 (10.228 min): BP008107.D\data.ms (-1221) (-
55.1

5000
0l 12801910 280.6 366.2429.9487.7546.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2343: 1-Propene, 1-(methylthio)-, (E)-
45.0
5000

OFHJHM‘“!M\‘M‘HH‘\H\‘HH‘HH‘\H\|HH|\H\|HH|HH|\

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

Abundance #2344: 1-Propene, 1-(methylthio)-, (Z)-
73.0

5000

15.
T

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

m/z 55.10 100.00%

—

—— =
10.00 10.50
m/z 44.95 68.54%

—

—— —
10.00 10.50
m/z 73.00 66.81%

—

—T =
10.00 10.50
m/z 43.00 50.847%

=

Abundance #69770: Tetraethylene glycol T —1
45.0 10.00 10.50
m/z 41.10 24.33%
5000
il 1330
0 -t e e

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

8270E-BP111921.M Wed Nov 24 11:53:12 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.404 2.28 ng 149830  Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1261 (10.404 min): BP008107.D\data.ms (-1253) (- m/z 45.00 100.00%

45.0
5000
P
\ l 132.0  221.1280.9 10.50
oAl ne” 22112809 3551 4811 5180 n/z 57.10  90.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
‘ m/z 41.00 36.48%
O‘HU‘ "\Iw‘i“\‘“\;:!_\312\-‘0\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
o
10.50
5000 ITI/Z 86.95 18.50%
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- ol d ey
45.0 10.50
m/z 43.00 17.96%
) \AmAﬂwJ\\x/\wnd\JmaAMv
L s
O b b e i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 Tetradecane, 1l-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.716 2.83 ng 265706  Acenaphthene-di10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Eicosane, 1-iodo- 408 (C20H411I 1000406-31-8 78
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78

Abundance Scan 1994 (14.716 min): BP008107.D\data.ms (-1986) (- m/z 57.10 100.00%

57.1
5000
— —
‘1%7.1 14.50 15.00
ol il 1973 2810 396041524779 548  n/7; 71.10  92.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 R AR
14.50 15.00
m/z 43.10 91.34%
155.0
O‘\\\‘!‘H\IT‘!I\J‘1\\‘\1‘”\1\\H!\\\‘\\\\‘3\2\4\..\0‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287349: Octadecane, 1-iodo-
57.0
— —
14.50 15.00
5000 m/z 85.05 63.95%
127.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo- T .
57.0 14.50 15.00
m/z 41.05 29.23%
- MA/\/W
155.0 225.0
o_M\x_Mu‘_‘m‘hm‘H‘H‘w_m‘w‘w‘w‘mw e e
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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.569 4.44 ng 492340  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Triacontane 422 C30H62 000638-68-6 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64

Abundance Scan 2309 (16.569 min): BP008107.D\data.ms (-2304) (-  m/z 57.05 100.00%
57.0

-

5000
T I
‘ PF?.l 972 ‘ 16.50
O bbbl 1972 266.1 3409 4182 4904548, ./, 71,05 89.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 e |
16.50
m/z 43.05 77 .69%
169.0
0‘\\d\l\“\l}\\J\J‘J\J\W‘\L\\‘\%4\‘8\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
T \
16.50
5000 ITI/Z 85.10 68.01%

127.0
VLLELD 1970 2670 33704220

-

O bt e e e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- T
57.0 16.50

m/z 41.00  25.92%
5000
127.0 197.0

Y O o O N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

8270E-BP111921.M Wed Nov 24 11:53:16 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 unknown18.051 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.051 3.19 ng 353678 Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 49
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 49
3 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 49
4 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 49
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 47

Abundance Scan 2561 (18.051 min): BP008107.D\data.ms (-2557) (- m/z 69.10 100.00%

69.1
5000
\ 153.0 idOd
ob LAl L 22512831 359241834751 549, /. 57 05 ge.o7%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336876: Eicosyl heptafluorobutyrate
57.0
5000 = :
18.00
150 m/z 43.05 70.03%
2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #332270: Docosyl pentafluoropropionate
57.0
T
18.00
5000 ITI/Z 71.10 62.18%
125.0
ohl, ‘ ‘hgszo 250.0308.0 454.0
“w“u“u‘ R R ARRRRR R LR Emmmmmma
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #323626: Eicosyl pentafluoropropionate = ‘
57.0 18.00
m/z 55.00 53.38%
5000
125.0
ol‘mw”zeoo“m o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.128 9.92 ng 1099020  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Octacosane 394 (C28H58 000630-02-4 81
3 Heptadecane 240 C17H36 000629-78-7 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 70

Abundance Scan 2574 (18.127 min): BP008107.D\data.ms (-2569) (- m/z 57.10 100.00%
57.1

5000

%

} 18.00 18.50

! JWWWH 2841 352.3413.1474.2 5403 ./, 71,05  85.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

o

a1
~!
o

5000
18.00 18.50
m/z 43.05 81.98%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0
— —
18.00 18.50
5000 m/z 85.05 63.02%

| J‘.ﬁ.uw?o 281.0 394.0

L

%

0“H“H“““_k‘qf‘H“‘H“H“H“‘H“_“W“‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0 18.00 18.50
m/z 55.05 37.09%
B \J\Jw
1 7
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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 9-Eicosene, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.951 2.74 ng 303893  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 96
2 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 94
3 7-Heptadecene, 1-chloro- 272 C17H33C1 056554-78-0 94
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 2714 (18.951 min): BP008107.D\data.ms (-2711) (-~ m/z 55.10 100.00%

55.1
5000
{ 10.00
281.0 .
ol bbb ‘Jm‘uu?‘??‘?wHW““37‘4‘3}””?7‘4?}‘?‘}9 m/z 83.05 82.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)-
57.0
5000 IR
19.00
m/z 57.10 79.58%
ol L m.lgeo 280.0
‘\\\ ]1! \‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181795: cis-1-Chloro-9-octadecene
83.0
—r
19.00
5000 ITI/Z 43.10 78.93%
86.0
OLabH“”%WW"""‘,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163813: 7-Heptadecene, 1-chloro- T
55.0 19.00
m/z 69.00 78.22%
h W_j\_/\J\/\
5.0 272.0
o MIEESS 20s0 20 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 unknown19.357 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.357 5.56 ng 536685 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 30
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 30
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 30
4 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 30
5 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 30

Abundance Scan 2783 (19.357 min): BP008107.D\data.ms (-2779) (- m/z 69.10 100.00%

69.1
5000
— —r
h 153.2 2 19.00 19.50
ob AL T g0 sara 4993547, 0y, 570 0.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 _— ——
19.00 19.50
H m/z 43.05 74.13%
5.0
O\\J‘f‘f“ T\‘Jy‘]‘WFJIT224.0297O‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
— —r
19.00 19.50
5000 m/z 71.18  68.32%
d I‘ 224.0283.0
ouu*\‘um‘H“‘«"um‘mw‘u‘mmWm,uu_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester P ——
57.0 19.00 19.50
m/z 55.00 59.39%
o M
olHPFnuwzo%zo wso o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.410 8.15 ng 786288  Chrysene-di2 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
2 Triacontane 422 C30H62 000638-68-6 78
3 Heneicosane 296 C21H44 000629-94-7 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72

Abundance Scan 2792 (19.410 min): BP008107.D\data.ms (-2788) (- m/z 57.10 100.00%
57.1

—
1ﬁ71 672 19.50
ol AL AL LLEST2 | 2810 357.04163478.45365 ./, 71 16  87.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 RN
19.50
m/z 85.10 74.71%
239.0
O‘\\\ ’\J\\\“]-\F\J\\HJ\J\f\[1\\1[\WFS\(‘)WB\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
—7
19.50
5000 m/z 43.05 69.40%
0 Il J‘ ﬁ L 11|9.70 267.0 337.0 4220
e A A b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 19.50
m/z 99.10 32.77%
127.
LT a0 no b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.468  27.48 ng 2650500 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 93
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Nonanamide 157 C9H19NO 001120-07-6 59

Abundance Scan 2972 (20.468 min): BP008107.D\data.ms (-2965) (-  m/z 59.00 100.00%

59.0
5000
=
’ ‘ 126.0 20.50
o_Hx‘JHJ“HHW‘mm‘%3"?‘%H‘“?7“‘?‘?““‘459”1‘5‘1‘4“““ m/z 72.60  66.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 U
20.50
' m/z 55.00 39.31%
O‘\‘\d\‘\‘H\J\m\“‘“\“\m\‘\‘l]\_\8\4\‘0\\\\‘2\\8\].\9\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide
59.0
——
20.50
5000 ITI/Z 41.00 31.09%
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23422: Octanamide —
59.0 20.50
m/z 43.10 26.27%
5000
” 143.0
(YN B B —
m/z--> 0 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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 unknown21.410 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.410 2.83 ng 272852  Chrysene-di2 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 49
2 17-Pentatriacontene 491 C35H70 006971-40-0 46
3 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 41
4 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 38
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35

Abundance Scan 3132 (21.410 min): BP008107.D\data.ms (-3129) (- m/z 69.10 100.00%
69.1

%

5000
‘ fSSl é \d
1.5
223.1 302.1
o_HJ,\ "“HMWM ot 306,1 43134915549, 1/7 57.10  66.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
5000 L
21.50
m/z 71.10 58.68%
u¢’ J JL54D
O‘\\\\’J\ f\“\\‘f\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336401: 17-Pentatriacontene
57.0
——
21.50
5000 m/z 83.10  47.15%
125.0
0 J I H ll ‘I l\\ II 1|1I| i n n .2|6.70334 03920 490.0
R e e L R e e L ARAREAaS SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273812: Heneicosane, 11-cyclopentyl- —
57.0 21.50
m/z 43.10 44 .42%
223.0
125.0
294.0
oJ‘ S B Y .
m/z--> 0 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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.433 6.76 ng 651826  Chrysene-di2 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
4 Squalane 422 C30H62 000111-01-3 58
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 53

Abundance Scan 3136 (21.433 min): BP008107.D\data.ms (-3133) (- m/z 57.10 100.00%

57.1
5000
r71 —
21.50
97.2
o_HJ_IwH"H‘ﬁ,m““3‘95%‘_3%1“ﬁ?%aé%%? iz 7110 97.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 L
21.50
m/z 85.10 81.95%
O‘\\‘\\“\J\\J‘\"J‘\ﬁ?‘\\‘l\\\l\gz\lo\‘\\‘\\2\9\?\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
——
21.50
5000 m/z 43.10 63.31%
| F 226.0
0‘HHMuJMM‘wﬂm‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo- ——
57.0 21.50
m/z 99.10 40.73%
- Mkamzﬂxw/mk/KAMVWVMN
7.0 253.0
OMF,\ e
m/z--> 0 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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 1,3-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.215 8.63 ng 832655 Chrysene-di2 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 83
2 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 53
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 46
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43

Abundance Scan 3269 (22.215 min): BP008107.D\data.ms (-3266) (- m/z 70.10 100.00%

70.1
149.0
261.1
5000
= —
” ' \ | 0 | 22.00 22.50
ob bl 1L L1 34114002 4746 549. |, 149 09 71.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 261.0 T ]
22.00 22.50
' m/z 261.10 58.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
261.0
70.0
= —
22.00 22.50
5000 ITI/Z 57.05 46.04%
149.0
0 ‘\‘U" w’wm‘wwww I S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ——
70.0 22.00 22.50
149.0 m/z 112.10  44.89%
5000
261.0
oJ“.Ln\mxmo LS
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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 1,3-Propanediol, eicosyl et... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.439 14.16 ng 1365780  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediol, eicosyl ethyl e... 384 C25H5202 1000406-35-5 64
2 Octacosane 394 C28H58 000630-02-4 64
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 62
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 58
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 58

Abundance Scan 3307 (22.439 min): BP008107.D\data.ms (-3301) (- m/z 57.10 100.00%
57.1

5000 W
——
}' F‘ 2810 . 22.50
bbb H“ J*‘m"‘H““35“'&1“4‘1‘93“1‘35‘55‘4‘4‘ m/z 71.10  84.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #291249: 1,3-Propanediol, eicosyl ethyl ether
57.0
5000 R
22.50
325.0 m/Z 85.10 64.58%
OJJ Illj‘ll‘l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0
——
22.50
5000 ITI/Z 43.05 61.81%
oL ML pm0 amt0  soao M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane T
57.0 22.50
m/z 69.05 35.44%
0\\\}”16902960 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP@@8107.D

Acqg On : 23 Nov 2021 21:17

Operator : CG/JU

Sample : M4803-03 10X

Misc

ALS vial : 15 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 20 Phthalic acid, monocyclohex... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.586  6.42ng 6ease: Perylene-d12 23.727

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 64

2 Di-5-nonyl phthalate 418 C26H4204 094054-23-6 64
3 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 64
4 Didecyl phthalate 446 C28H4604 000084-77-5 58

5 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004

Abundance Scan 3332 (22.586 min): BP008107.D\data.ms (-3329) (-

007299-89-0 53

m/z 149.00 100.00%

149.0
5000
43.1
U \
22.50
207.0 307.1
0 i Aol ;2 44134992 n/z 167.00  45.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133046: Phthalic acid, monocyclohexyl ester
149.0
5000 —
22.50
550 m/z 43.10  28.90%
" 248.0
0 H\L“\“rlf‘\‘fu‘\\ L L L I L I N R I R N R R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312482: Di-5-nonyl phthalate
149.0
U \
22.50
5000 ITI/Z 57.10 28.16%
43.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #295694: Phthalic acid, di(6-methylhept-2-yl) ester P ‘
149.0 22.50
m/z 85.10 17.25%
5000
57.0
‘ ‘ 279.0
0 M\MMJHM‘ NI — —
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@8107.D

Acqg On : 23 Nov 2021 21:17
Operator : CG/JU

Sample : M4803-03 10X

Misc :

ALS Vvial : 15 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 3.3 ng 162306 1 7.822 996211 20.0
Ethanol, 2-butoxy- 5.928 171.6 ng 8548010 1 7.822 996211 20.0
unknown8.857 8.857 45.4 ng 2260590 1 7.822 996211 20.0
unknown9.046 9.046 16.2 ng 808210 1 7.822 996211 20.0
1,4-Pentanediol 9.210 2.7 ng 132585 1 7.822 996211 20.0
unknownl10.228 10.228 9.3 ng 613873 2 10.622 1313880 20.0
Ethanol, 2-(2-b... 10.404 2.3 ng 149830 2 10.622 1313880 20.0
Tetradecane, 1-... 14.716 2.8 ng 265706 3 14.469 1880180 20.0
2-Bromo dodecane 16.569 4.4 ng 492340 4 17.227 2216350 20.0
unknown18.051 18.051 3.2 ng 353678 4 17.227 2216350 20.0
Heneicosane 18.128 9.9 ng 1099020 4 17.227 2216350 20.0
9-Eicosene, (E)- 18.951 2.7 ng 303893 4 17.227 2216350 20.0
unknown19.357 19.357 5.6 ng 536685 5 21.321 1928880 20.0
Heptadecane, 9-... 19.410 8.2 ng 786288 5 21.321 1928880 20.0
9-Octadecenamid... 20.468 27.5 ng 2650500 5 21.321 1928880 20.0
unknown21.410 21.410 2.8 ng 272852 5 21.321 1928880 20.0
Hexadecane 21.433 6.8 ng 651826 5 21.321 1928880 20.0
1,3-Benzenedica... 22.215 8.6 ng 832655 5 21.321 1928880 20.0
1,3-Propanediol... 22.439 14.2 ng 1365780 5 21.321 1928880 20.0
Phthalic acid, ... 22.586 6.4 ng 604902 6 23.727 1883760 20.0
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