LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 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_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126089.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 22 rVB 1586779 1931035 35.48% 5.023%
2 5.469 576 575 578 rBV 4423364 4013196 73.73% 10.439%
3 6.481 741 747 750 rBV 4211758 4285664 78.74% 11.148%
4 6.851 806 810 813 rBV 1397118 1077866 19.80% 2.804%
5 7.410 895 905 908 rBV 2842430 2854418 52.44% 7.425%

6 8.034 1008 1011 1023 rBV 368670 357818 6.57% ©.931%
7 8.134 1023 1028 1031 rBV 1696257 1416984 26.03% 3.686%
8 9.210 1206 1211 1214 rBV 6624347 5443033 100.00% 14.158%
9 9

9

.292 1221 1225 1228 rBV2 64719 74661 1.37% 0.194%
10 .610 1274 1279 1281 rBV2 76662 89909 1.65% 0.234%
11 9.886 1320 1326 1329 rBV 1996503 1628433 29.92% 236%
12 9.916 1329 1331 1336 rVB 79075 77725 1.43% 202%
13 10.428 1415 1418 1425 rBV 82482 97384 1.79%

14 10.675 1455 1460 1463 rBV 3737316 3367524 61.87%
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w
B

15 10.804 1477 1482 1489 rVB 110733 168510 3.10% 438%
16 11.269 1558 1561 1566 rVB2 80710 88245 1.62% ©.230%
17 11.369 1574 1578 1580 rBV 1825105 1500646 27.57%  3.903%
18 11.392 1580 1582 1585 rVV 601783 453904 8.34% 1.181%
19 11.439 1588 1590 1594 rVB 141730 132879 2.44%  0.346%
20 11.598 1613 1617 1619 rBV2 56302 70292 1.29% 0.183%
21 11.869 1658 1663 1666 rBV 74519 92162 1.69% ©.240%
22 11.898 1666 1668 1670 rVB 119509 88932 1.63% 0.231%
23 11.980 1679 1682 1685 rBV2 97044 113506 2.09% 0.295%
24 12.592 1783 1786 1789 rBV 524540 409901 7.53% 1.066%
25 12.810 1818 1823 1826 rBV 408781 384291 7.06% 1.000%

26 12.957 1844 1848 1851 rBV 5298531 4197751 77.12% 1e.
27 13.857 1998 2001 2008 rVB2 278854 343658 6.31%
28 14.004 2021 2026 2029 rBV2 1128221 1250235 22.97%

OO WOoOOo
N
U1
N
R

29 14.027 2029 2030 2035 rVB 169794 134527 2.47% 350%
30 14.492 2105 2109 2113 rBv4 103700 195237 3.59% 508%
31 14.974 2188 2191 2196 rBV6 74082 103430 1.90% ©.269%
32 15.045 2199 2203 2205 rBV 124236 179573 3.30% 0.467%
33 15.127 2214 2217 2220 rBV2 87825 100367 1.84% 0.261%
34 15.345 2251 2254 2260 rVB 90706 127434  2.34% 0.331%
35 15.404 2261 2264 2268 rVB 114180 119225 2.19% ©.310%

36 15.474 2271 2276 2280 rBV 798432 984558 18.09%  2.561%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 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_F\METHODS\8270-BF116321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.710 2312 2316 2320 rBV6 77149 123141  2.26% ©.320%
38 15.951 2353 2357 2361 rBV2 75515 106917 1.96% ©.278%

39 16.009 2363 2367 2375 rVB4 72374 149104 2.74%  ©.388%
40 16.921 2518 2522 2530 rVB4 51034 110970 2.04% 0.289%

Sum of corrected areas: 38445045
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

BF126089.D
9 Nov 2021 19:17
Ju/CaG
: M4523-02 .
VWE-B4-110421-10-20
: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\

Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc . \VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 1

R.T. EstConc Area Relative to ISTD R.T.
2.140  35.83 ng 1931040 1,4-Dichlorobenzene-d4 6.851
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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance Scan 9 (2.140 min): BF126089.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 K
C T T
‘ J 88.0 2.202.302.402.50
O Wil P8O I) 880 1002 ., 43,05 45.93%
m/z--> 0 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 L U AU R U B
2.202.302.402.50
43.0 9
‘ m/z 55.05 30.33%
27,0 88.0
0\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T e e
2.202.302.402.50
5000 55.0 m/z 87.10 27.55%
39
0 L ‘ it ‘H‘ 88.0 1120 129.0
“‘,“
miz--> 0 20 40 80 100 120
Abundance #2246: Sllane tetramethyl- R RaaEs R
73.0 2.202.302.402.50
m/z 41.05 15.63%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
R ,,“ T T T A
m/z--> 0 20 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.034 5.05 ng 357818 Naphthalene-d8 8.134

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 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 Butyl lactate 146 C7H1403 000138-22-7 50

Abundance Scan 1011 (8.034 min): BF126089.D\data.ms (-1008) (-) m/z 45.05 100.00%

45.0
5000
75.0 R
‘ ‘ ‘ ‘ 100.0 1321 7.80 8.00 8.20 8.40
0l Ml e m/z 57.85  93.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U B UL B R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.18  38.99%
04 T \‘H“\‘\“‘H‘\ \‘!‘HH\ \‘1“\“ \“\‘ \1\0}0‘\0\ T \1\3\2\0‘ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
ST T
7.80 8.00 8.20 8.40
5000 m/z 56.00 15.91%
29.0 75.0
100.0
ol w‘t i, Mw A SN 1
miz--> 20 40 60 80 100 120 140 160
Abundance #15682: Di-sec-Butyl ether e e RARaNTa
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.71%
5000
101.0
2710 ‘ 83.0
N 1 T Bt S A —
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.804 2.25 ng 168510  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1482 (10.804 min): BF126089.D\data.ms (-1477) (- m/z 57.05 100.00%
57.0

131 50 11,00
‘ | ‘ | 11842 2236 331 10.50 11.00
I w Al ww Fd e m/z 71.10 65.72%
m/z--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — i
10.50 11.00
m/z 43.05 65.30%
g LI 200 1330 s
T 1T \ ‘ T T \ \ T \ \ T ‘ L ‘ L ‘ T T T
m/z-> 100 150 200 250 300
Abundance #59026: Tridecane
57.0
P P
10.50 11.00
5000 m/z 41.00 37.47%
ots || | 270 1410 1840 W
SR ca
m/z--> 50 100 150 200 250 300
Abundance #74016: Tridecane, 4-methyl- “ T
43.0 10.50 11.00
m/z 85.10 25.71%
h WLWWM
0 \‘ ‘ 1550 198.0
e “‘ e e E e P P
m/z--> 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 5.50 ng 343658 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 2001 (13.857 min): BF126089.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
5000 JD\JM
11.1 - S
230.1 13.50 14.00
168.2 287.1
ok Mu“a ] ;‘“M kIR B 28 - m/z 43.18  99.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 11.0 — e
13.50 14.00
m/z 55.05 91.16%
L s 2070 o
0 \l\‘\“‘\W‘I‘\“‘\\\‘\‘l“‘“\‘\\\‘\\‘\\“\\\\“\\\\‘\\\\“\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester
57.0
— ——
13.50 14.00
m/z 41.05 62.48%
5000 11.0
169.0
224.0
oL ‘ Ly b L2000 4200
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 69.10 59.76%
5000
11.0
169.0
SLULLL RS o gy e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.492 3.12 ng 195237  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 81
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
3 1-Heptadecene 238 C17H34 006765-39-5 76
4 3-Heptadecene, (Z)- 238 C17H34 1000141-67-3 76
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 74

Abundance Scan 2109 (14.492 min): BF126089.D\data.ms (-2105) (- m/z 43.10 100.00%

43.1
7.1
5000
2 14:50
Ol nIH I \}m‘n.‘\\\.‘m\} \‘h‘\“hl\w‘\u“\\\H\‘l u\‘m‘\ L \‘P“Z‘ ?‘?‘5‘5" ‘1‘ e m/z 57.00 96.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 T
7.0 14.50
m/z 55.10 67.66%
. | ” | | 153.0 210.0 267.0321.0 490.
‘\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosy! heptafluorobutyrate
57.0
——
14.50
m/z 83.05 60.43%
5000 1110
0 .‘ i ‘\ \H \‘ i 1.69 0222 0 294 0 490.(
e e e A RRREREEEE S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121340: 1-Heptadecene T
57.0 14.50
m/z 69.00 57.04%
5000
111.0
L] ae8.0 2380
O+ _“ﬂ$m4ﬁm“_“W‘H“H“_“w“u“u“ P
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 unknownl4.974 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.974 2.10 ng 103430 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 370 C27H46 1000210-50-1 41
2 Androstan-3-ol, 9-methyl-, aceta... 332 C22H3602 054550-12-8 22
3 CP 47,497 (n=7) 318 C21H3402 070434-82-1 22
4 Benzo[e]pyrene, 8b,9,10,11,12,12... 258 C20H18 086439-17-0 22
5 Longifolene 204 C15H24 000475-20-7 20
Abundance Scan 2191 (14.974 min): BF126089.D\data.ms (-2188) (. m/z 81.00 100.00%
81.0
215.1
41.1 147.0
5000 257.1 370.%
313.2 15.00
0 m/z 95.10 93.61%
m/z--> 50 100 150 200 250 300 350

Abundance #279744: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4,5,6,7¢

108.0
5000 370.C —
15.00
147.0 215.0 257.0 3140 m/z 55.10 80.09%
0! h“ hh\ Ao m ‘h J -~ ‘m‘ - “u‘ : “ ‘L‘ “‘ :

miz--> 150 200 250 300 350
Abundance #239651 Androstan—3—o|, 9-methyl-, acetate, (3.beta.,5.al
430 1080
—r
15.00
5000 ITI/Z 91.05 71.61%
149.0 272.0
Ly \‘\ . 2180
0 ‘wh“w‘mwuw‘um_m_w
miz--> 100 150 200 250 300 350
Abundance #222549: CP 47,497 (n=7) T
215.0 15.00
m/z 215.10 67.02%
5000 43.0
‘ 1610
318.0
ok \‘\‘\H‘ \\‘\ \L “u w:k \M“ \h‘\ﬁ)‘ \“ A ‘\‘\“‘ ‘\ A ‘\‘%‘57"9‘ . } ‘L‘ T —
m/z--> 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.04 ng 100367 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 81
4 1-TIodoundecane 282 C11H23I 004282-44-4 74
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 2217 (15.127 min): BF126089.D\data.ms (-2214) (-, m/z 57.10 100.00%

57.1
5000
7.0 15.00 15.50
1832 : :
ol ““‘\‘ A M AALL TP B0 3322 ) 4305 58.66%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — ——
15.00 15.50
m/z 71.05 54.30%
9.0
0 \‘ \L ‘\ H\ H\ H‘ | %4}0\ 183Q 225.0 2680
\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
—— —
15.00 15.50
5000 m/z 85.05 40.04%
0 \ L || “‘9?-0‘ 141.0 183.0 226.0
i ““ P e
m/z--> 100 150 200 250 300 350
Abundance #176386: Eicosane T —
57.0 15.00 15.50
m/z 55.10 26.82%
5000 M«”\J\I\WWW
99.0
0 \‘ ‘\ H\ H u‘ 1410 183.0 225.0 282.0
il T T R —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.345 2.59 ng 127434  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 80

Abundance Scan 2254 (15.345 min): BF126089.D\data.ms (-2251) (. m/z 252.10 100.00%

252.1
5000

15. 00 15 50

55.0 0 200.0 :
o M“‘ A0Z0Z0 0N 32943655 ) 2se.10 26.31%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000

15.00 15.50
m/z 253.05 24.77%

125.0
0B9.0 830 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0

15. 00 15 50
5000 m/z 126.00 9.61%
126.0
0390 87.0 | ‘\‘ 163 02000 A
R R L e e R
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzol[K]fluoranthene o -
252.0 15.00 15.50
m/z 251.05 9.61%
5000
126.0
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02 :
Misc : VWE-B4-110421-10-20

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 E-8-Methyl-9-tetradecen-1-o... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.710 2.50 ng 123141  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-8-Methyl-9-tetradecen-1-0l ace... 268 C17H3202 1000130-81-4 58
2 9-Undecenal, 2,10-dimethyl- 196 C13H240 1000131-85-9 48
3 E-11-Methyl-12-tetradecen-1-0l a... 268 C17H3202 1000130-80-7 43
4 Heptadecanal 254 C17H340 1000376-70-0 38
5 2-Nonen-1-o0l 142 CS9H180 022104-79-6 35

Abundance Scan 2316 (15.710 min): BF126089.D\data.ms (-2312) (- m/z 57.10 100.00%

57.1
5000
5.1
147.0 193.0 267.9 ‘15I50‘ ‘16I00‘
oLk m/z 43.10 64.97%
m/z--> 50 100 150 200 250 300 350
Abundance #158420: E-8-Methyl-9-tetradecen-1-ol acetate
43.0
5000 —r— ——
1.0 15.50 16.00
23.0 m/z 55.00 64.88%
| | 1930 260
O\ “‘H‘W‘ \m\‘ \‘m\““\‘\‘\\"\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #71629: 9-Undecenal, 2,10-dimethyl-
43.0
—— —
15.50 16.00
5000 20 m/Z 41.00 48.46%
23.0
96.0
0 bdewo o b
m/z--> 50 100 150 200 250 300 350
Abundance #158432: E-11-Methyl-12-tetradecen-1-ol acetate T —
43.0 15.50 16.00
m/z 83.00 45.99%
5000
193 0
H ‘ 37 0 268.0
0“““‘ H“H““muHH,“‘\H‘HH‘HH — —
m/z--> 5 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17
Operator : JU/CG

Sample : M4523-02

Misc

ALS vial : 8 Sample Multiplier: 1

VWE-B4-110421-10-20

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.951 2.17 ng 106917  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Dodecane 170 C12H26 000112-40-3 58
3 Octacosane 394 (C28H58 000630-02-4 52
4 Heptacosane 380 C27H56 000593-49-7 52
5 Hentriacontane 437 C31He64 000630-04-6 52

Abundance Scan 2357 (15.951 min): BF126089.D\data.ms (-2353) (-]
57.0

5000

1
‘ h T 157.0 210.0 266.0
o] - ;\\ ‘\ L H\“ ‘\H‘u‘ U‘u iy \h\mh ul Lt g\t L [

m/z--> 50 100 150 200 250 300 350

Abundance #107216: Hexadecane
57.0
5000
0 \“ “\ \\ ﬂ‘ I 141 018302260
\\\\‘ \T\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 100 150 200 250 300 350

Abundance #45478: Dodecane
57.0
5000
170.0
ols-d ‘ \‘\ # u 5 |
= B A B e e

miz-> 50 100 150 200 250 300 350

m/z 57.05 100.00%

-

16.00
m/z 43.10 77.91%

.

16.00
m/z 71.00 72.18%

-

16.00
m/z 85.10 54.74%

s

Abundance #298427: Octacosane
57.0 16.00
m/z 55.05 35.09%
o V\WW\MMW
ol L1 H | 141918302250 281.0 337.0 394.
“““‘ —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On 9 Nov 2021 19:17

Operator : JU/CG

Sample : M4523-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

VWE-B4-110421-10-20

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, (2-decyldodecyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.009 3.03 ng 149104  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-decyldodecyl)- 392 C28H56 006704-00-3 72
2 17-Pentatriacontene 491 C35H70 006971-40-0 64
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 64
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 62
5 Cyclotetracosane 336 C24H48 000297-03-0 62

Abundance Scan 2367 (16.009 min): BF126089.D\data.ms (-2363) (-]
57.0

m/z 57.05 100.00%

5000
217.0 16,00 |
H { | 3011 3624 16.00
otk "\‘\\‘\m‘\l‘\\\hw\wm\ Mo m/z 43.10 85.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #297108: Cyclohexane, (2-decyldodecyl)-
43.0
7.0
5000 — :
16.00
251.0 m/z 55.10 70.69%
O\\ “\>V\H\\J‘l\‘\J\\‘3\\OW\‘1\\1‘“\\13\0‘\8\0\\‘\3\8\6\‘0\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
U \
16.00
5000 ITI/Z 83.10 59.65%
0 '{ \‘ | \ |153.0 210.0 267 0321.0 490.(
e A e A ARmannEEEaE S
miz--> 50 100 150 200 250 300 350 400 450
Abundance #280777: Trichloroacetic acid, pentadecyl ester — ‘
43.C 16.00
m/z 97.05 50.04%
7.0
5000
Um0 zseo
okt _Hw\m‘m_‘H_m_m_m‘mwm‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110921\
Data File : BF126089.D

Acqg On : 9 Nov 2021 19:17
Operator : JU/CG

Sample : M4523-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

.851
.134
.369
.004
.004
474
474
474
474
.474

1077870
1416980
1500650
1250240
1250240
984558
984558
984558
984558
984558

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.

VWE-B4-110421-10-20

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 2.140 35.8 ng 1931040 1
Ethanol, 2-(2-b... 8.034 5.0 ng 357818 2
Pentadecane, 2,... 10.804 2.3 ng 168510 4
Pentafluoroprop... 13.857 5.5 ng 343658 5
17-Pentatriacon... 14.492 3.1 ng 195237 5
unknownl14.974 14.974 2.1 ng 103430 6
Nonadecane 15.127 2.0 ng 100367 6
Benzo[e]pyrene 15.345 2.6 ng 127434 6
E-8-Methyl-9-te... 15.710 2.5 ng 123141 6
Hexadecane 15.951 2.2 ng 106917 6
Cyclohexane, (2... 16.009 3.0 ng 149104 6

8270-BF110321.M Wed Nov 10 15:43:37 2021

474

984558
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