LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc :

ALS vial : 5 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126381.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.857 295 301 309 rVB 15890 22224 1.10% 0.136%
2 5.016 491 498 503 rBvV 43951 55594 2.74% 0.341%
3 5.422 562 567 570 rBV 2131447 1975667 97.53% 12.126%
4 6.440 735 740 754 rBV 1929070 2025644 100.00% 12.433%
5 6.810 799 803 806 rBV 730963 578573 28.56% 3.551%

6 7.369 893 898 901 rBV 1454910 1283253 63.35% 7.876%
7 8.092 1017 1021 1024 rBV 891467 753712 37.21% 4.626%
8 9.169 1200 1204 1207 rBV 2250755 1881837 92.90% 11.550%
9 9

9

.257 1215 1219 1224 rVB2 41496 43453 2.15% 0.267%
10 .728 1292 1299 1306 rBVS5 12398 31941 1.58% 0.196%
11 9.786 1306 1309 1312 rVB 28494 24918 1.23% ©.153%
12 9.845 1315 1319 1323 rBV 870228 746337 36.84%  4.581%
13 10.280 1391 1393 1396 rVB 24405 22000 1.09% ©.135%
14 10.633 1449 1453 1462 rBV 1143476 1006641 49.69% 6.178%
15 10.757 1472 1474 1483 rVB3 27248 43096 2.13%  ©0.265%
16 11.204 1543 1550 1553 rBV5 30905 44846 2.21% 0.275%
17 11.298 1562 1566 1568 rBV3 26444 22388 1.11% ©0.137%
18 11.333 1568 1572 1574 rBV 735464 656528 32.41% 4.030%
19 11.351 1574 1575 1578 rVB 41122 31064 1.53% 0.191%
20 11.863 1655 1662 1666 rBV 219336 278601 13.75% 1.710%
21 12.316 1729 1739 1741 rBV3 38565 57241 2.83% ©.351%
22 12.374 1746 1749 1753 rVWV4 47079 71062 3.51% 0.436%
23 12.416 1753 1756 1762 rVB7 15447 28667 1.42% 0.176%
24 12.545 1775 1778 1780 rBV 50638 49344  2.44% 0.303%
25 12.651 1791 1796 1806 rBV 297160 413065 20.39%  2.535%
26 12.769 1814 1816 1820 rVB 49551 46274 2.28% 0.284%
27 12.921 1838 1842 1845 rVB 1578700 1408083 69.51% 8.642%
28 13.398 1919 1923 1927 rVB4 20088 28384 1.40% 0.174%
29 13.492 1930 1939 1945 rBV2 64026 163954 8.09% 1.006%
30 13.845 1989 1999 2000 rBv4 34768 75743 3.74%  0.465%

31 13.868 2000 2003 2015 rVvv3 89183 237384 11.72%

32 13.968 2016 2020 2023 rVV 638062 646916 31.94% 971%
33 13.992 2023 2024 2032 rVB 105174 94280  4.65%
34 14.145 2047 2050 2056 rVB 27513 25742 1.27% 158%
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35 14.216 2056 2062 2067 rBvV2 102179 184029 9.08%

36 14.263 2067 2070 2075 rVB6 23815 35340 1.74%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.451 2099 2102 2105 rVB 48826 49152 2.43% 0.302%
38 14.751 2150 2153 2157 rVwV 49835 49009 2.42% 0.301%
39 14.810 2157 2163 2173 rVB4 62930 146347 7.22% ©.898%
40 14.998 2192 2195 2198 rBvV2 23674 31470 1.55% 0.193%
41 15.086 2206 2210 2219 rVB2 64977 86309 4.26% ©.530%
42 15.292 2243 2245 2250 rVB 18407 21892 1.08% 0.134%
43 15.357 2252 2256 2261 rBV 20118 27105 1.34% 0.166%
44 15.421 2262 2267 2272 rBV 425348 592368 29.24% 3.636%
45 15.892 2343 2347 2350 rBV2 34874 59742 2.95% ©.367%
46 16.386 2426 2431 2442 rVB5 30571 71880 3.55% 0.441%
47 16.551 2453 2459 2468 rVB8 24332 63725 3.15% ©.391%
Sum of corrected areas: 16292824
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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\BF122821\

BF126381.D

: 28 Dec 2021 15:01
Ju/CG

: M5187-01

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF126381.D\data.ms
5.422

6.440

7.369

6.810

3.857 5.016

Time-->
Abundance

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF126381.D\data.ms
9.169

12.921

10.633

8.092 9.845

11.333

11.863

S

0
Time-->
Abundance

2000000

1500000

1000000

500000

09786 0.757 111474881
AL (. S LA e e

10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF126381.D\data.ms

10.280

13.968
15.421

15.892 16.386.551

e~~~

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.863  8.49ng 278601 Phenanthrene-d1o 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83

3 Tridecanoic acid 214 C13H2602
4 Oxalic acid, allyl pentadecyl ester 340 C20H3604
5 Dodecane 170 C12H26

Abundance Scan 1662 (11.863 min): BF126381.D\data.ms (-1655) (-]

000638-53-9 76
1000309-24-3 18
000112-40-3 11

m/z 73.00 100.00%

f

=
11.50 12.00
m/z 60.00  89.21%

R

\
11.50 12.00
m/z 43.10 86.65%

-

11.50 12.00
m/z 57.05 75.32%

:

11.50 12.00
m/z 55.05 64.12%

431 730
5000
129.0
157.1 1921
227.2 256.1
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
157.0 185.0 213.0 256.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
430 730
5000 129.0
1990 2420
T
ol L AR LT L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
5000
129.0
‘ ‘ 1710 214.0
101
Ll | T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknownl2.374 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.374 2.16 ng 71062  Phenanthrene-d1e 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decyl methylphosphonofluoridate 238 C11H24FO2P 1000216-71-5 47
2 Hexanoic acid, 2-tridecyl ester 298 (C19H3802 055193-20-9 33
3 4-Methoxy-2-methyl-2,3-dihydroazete 99 C5HINO 1000194-07-0 32
4 1,4-Dioxaspiro[4.5]decane-6-carb... 186 C9H1404 004746-93-4 28
5 3,5,5-Trimethyl-1-hexyl methylph... 224 C10H22F02P 1000298-44-9 28

Abundance Scan 1749 (12.374 min): BF126381.D\data.ms (-1746) (-1 m/z 99.10 100.00%
99.1
57.0

;

5000
155.2
‘ ‘ ‘ ‘ ‘ ‘ 206.1 12.00 12.50
o‘MH‘muw_ﬂwﬂmWH¢MHL‘HHM‘H_H‘JMW‘HWH‘WHH,H‘ m/z 57.05 84.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #120280: 4-Decyl methylphosphonofluoridate
99.0
55.0
5000 — —
12.00 12.50
\ ‘ ‘ 140.0 m/z 69.00 32.83%
O\’HH‘\H“\“\h\\ih!\H‘Hh\‘HH‘H\‘\’HH‘HH‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197316:Hexanok:add,24ndecyleaer
99.0

“ T
12.00 12.50
5000 m/z 41.00 26.68%
143.0 182.0
ol 283.(

m/z--> 20 40 60 80 100120140160180200220240260280

)

Abundance #3958: 4-Methoxy-2-methyl-2,3-dihydroazete
99.0 12.00 12.50
68.0
m/z 55.00 25.64%
- MF/L
orﬁM+m — —r
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.651 12.77 ng 413065  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1796 (12.651 min): BF126381.D\data.ms (-1791) (- m/z 43.10 100.00%

43.1 73.0
5000 129.0
185.1 N T
| 24‘1'2 o842 12,50 13.00
ol s Ll L T myz 73,000 92.86%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. = s
185.0 241.0 12.50 13.00
‘ m/z 57.05 89.19%
oL ‘\“‘ \}‘H‘H‘H ”!‘H‘H‘\‘\‘ Hh“”‘}““‘\”““l ur\‘ ‘ I, “\ e “ N ‘\“ ‘\ ‘\‘ . “‘
miz--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid
73.0
e e
129.0 12.50 13.00
5000 m/z 60.00 88.79%
43.0
ol Y b e
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid T T
43.0 73.0 12.50 13.00
m/z 55.00 68.41%
5000 129.0
‘ 199.0 2420
ol L H‘H‘n i “HM‘“‘ nh\‘\‘ ;\u‘\‘u; ““1‘61‘-0;“ ‘i N ““ R — —=
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Tetratetracontane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.492 5.07 ng 163954  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 1939 (13.492 min): BF126381.D\data.ms (-1930) (-]
57.0

5000
7.1
0‘HJ‘IL#HHpm‘WH‘wu‘wu‘w‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000
o /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
‘HH‘HH‘H\\‘H\!]WHT[HT\‘TFH}HH‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000

JH? 101970 2960

l‘

(O e R L R ARR s s s e e RARRNRAS:
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000

111122701970 281.0 394.0

m/z 57.05 100.00%

:

13.50
m/z 71.05 71.22%

:

13.50
m/z 43.05 64.85%

-

—
13.50
m/z 85.10 47.59%

-

13.50
m/z 55.00  22.95%

o_wwwww N —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.845  2.3ang 75743  Chrysene-d12 13.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206
2 Diethylene glycol dibenzoate 314 C18H1805
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005

1000366-99-4 78
000120-55-8 78
1000366-99-1 78

4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 72

5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603

Abundance Scan 1999 (13.845 min): BF126381.D\data.ms (-1989) (-]

005694-69-9 72

m/z 104.95 100.00%

105.0 149.1
5000 770
51‘-0 13.50 14.00
Ol bbb b i e 2982 m/z 149.05  90.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0
5000
770 13.50 14.00
m/z 76.95 38.73%
o260 0 || | 179.0 209.0 236.C
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
13.50 14.00
m/z 51.00 13.29%
5000 77.0
51.0
0 [ 1790
A M R ma=asant T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 d h m
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate P e
105.0 13.50 14.00
149.0 m/z 106.60  9.72%
5000 59.0
0 290 ‘\ i Ll | 179.0 209.0
L e — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.868 7.34 ng 237384  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Tricosene 322 C23H46 018835-32-0 87

Abundance Scan 2003 (13 868 min): BF126381.D\data.ms (-2000) (- m/z 55.00 100.00%

55.0
5000
— ——
LM ‘ :1; 178.1 13.50 14.00
o‘mi‘m‘uw““‘n‘wwmpm‘_m_m_‘ m/z 57.85  99.44%
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 83.05 98.76%
O T \“\‘ ‘\““ T ‘\‘\ \“‘ “ “‘\ ‘h “‘\67\\0\21\0\0\ T ‘ \2\8\0.\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
— ——
13.50 14.00
5000 ITI/Z 97.10 94.70%
o L 1010 a0 zmm0 s
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 13.50 14.00
97.0 m/z 69.00 88.23%
B A/\V\M‘J\w\v
390
ols0 || |[] 1390 1960 2690 apgp ¥ Mot T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 7 Heneicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.216 5.69 ng 184029  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 80
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 72
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72

Abundance Scan 2062 (14.216 min): BF126381.D\data.ms (-2056) (-]
57.0

5000

295.1
L\‘Wn“w* 111830 238.1

miz--> 50 100 150 200 250 300 350

o

Abundance #194590: Heneicosane
57.0
5000
O]-\ \d\ ‘ H‘ \h‘\h“ \H‘ \%%%‘9%8\3\0‘2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
m/z--> 0 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(bromomethyl)-
57.0
5000
2250
oLl w\ o M0

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

m/z 57.05 100.00%

3

T
14.00 14.50

m/z 71.05 69.48%

%

14.00 14.50
m/z 43.00 62.64%

?

14.00 14.50
m/z 85.05 53.76%

Abundance #307033: Octacosane, 2-methyl- — —
57.0 14.00 14.50
m/z 99.10 21.01%
5000
41,
o L oo orasonn swm0 il
m/z--> 50 100 150 200 250 300 350 14.00 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Hentriacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.810 4.94 ng 146347  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 86

Abundance Scan 2163 (14.810 min): BF126381.D\data.ms (-2157) (- m/z 57.10 100.00%
57.1

2000 WJAW\MWMAAwwaﬂMfMW
— ——
0 14.50 15.00
0 MMM H'H‘w‘”“‘ww,uHw??‘l‘l‘m‘_”w”” m/z 71.10  66.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — ——
14.50 15.00
m/z 43.00 62.48%
O uh\ H\]\.I h h\ \1\6\9\0\2\2\50 3090 3650 437'
\\\\‘\r\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’

miz--> 50 100 150 200 250 300 350 400

s

Abundance #194590: Heneicosane
57.0
14.50 15.00
5000 ITI/Z 85.05 57.42%
obt it h u‘ 4 «“f’?? 2250 2980
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester P ——
57.0 14.50 15.00
m/z 55.00 20.94%
- MJWWM
155.0
o‘J,'Z?” — S
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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-Bromotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.086 2.91 ng 86309  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 78
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 2210 (15.086 min): BF126381.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0

99.0 T ‘
DALl e o emeo .
ot e m/z 71.10 73.43%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 —
15.00
‘ 99.0 m/z 43.05 63.33%
0 \2\61\0‘\“ ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #168307: 2-Bromotetradecane
57.0
T T \
15.00
5000 m/z 85.05 58.26%
99.0
41.0 197.0
sl || [[| 20 w70
m/z--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo- T ‘
57.0 15.00
m/z 55.05 23.20%
= WW
99.0
155.0 225.0
ol 2800 Ll T —
m/z--> 50 100 150 200 250 15.00

8270-BF121521.M Thu Dec 30 07:18:18 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Dotriacontane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.892 2.02 ng 59742  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 2347 (15.892 min): BF126381.D\data.ms (-2343) (- m/z 57.05 100.00%

57.0
5000
— ——
‘ J \” T41-1 266.1 15.50 16.00
o‘mw“‘\u“‘em“w\‘JWH‘Jm_H‘_Hwwwwwm‘w m/z 71.05 72.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — ——
15.50 16.00
m/z 43.05 57.60%
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
— —
15.50 16.00
5000 ITI/Z 85.10 51.00%

oL ULt 019702670 3800
R A A LA AR SR AR SR AR A SR AR S

3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347239: Tetratetracontane — T

57.0 15.50 16.00
m/z 55.05 32.03%
5000 jWM

27.0
oh ] |, [7[ 7 197.0267.0 351042104910 6184
R AR R e R e AAARRRRRERAR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 unknownl6.386 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.386 2.43 ng 71880  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 47
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 47
4 Hentriacontane 437 C31H64 000630-04-6 47
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 47

Abundance Scan 2431 (16.386 min): BF126381.D\data.ms (-2426) (. m/z 57.00 100.00%

57.0
5000
99.1
. — —
| ‘ ‘ 189.1 281.C  16.00 16.50
oL \Hh‘ \M‘\“LH“\H\“H““H’ “‘ . “\ “ . “ —— ‘H‘ m/z 71.05 86.02%
m/z--> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — —
16.00 16.50
m/z 85.05 67.71%
240‘ 99.0 169.0
O T T “\ ‘\‘ “‘\ W \“\ “ \‘ \:‘L\3\9.(’) T “\ \]-\9‘9.9 T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #168307: 2-Bromotetradecane
57.0
— —
16.00 16.50
5000 m/z 43.05 66.02%
99.0
27*0‘ ‘ ‘ ‘ ‘ H41“0 197.0
ol A b i L T AT
m/z--> 50 100 150 200 250
Abundance #193300: Dodecane, 1-iodo- “ —
57.0 16.00 16.50
m/z 55.00 33.98%
5000
99.0 155.0
27.0 ‘ :
M N O - 2 I
m/z--> 50 100 150 200 250 16.00 16.50

8270-BF121521.M Thu Dec 30 07:18:20 2021 Page: 14



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

kK ok K ok ok ok Kok K K

Peak Number

: 28 Dec 2021 15:01

: M5187-01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
BF126381.D

Ju/CaG

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

K5k 3 oK ok K ok K oK 3 oK oK oK ok K oK K oK 3 ok ok K ok 3 oK 3 ok 3 oK ok K ok 3 oK 3 oK K oK ok K ok K ok ok ok K ok K ok ok R ok ok K K

12 unknownl6.551 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.551 2.15 ng 63725 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Methoxymethyl-2,5,6-trimeth... 206 C13H1802 1000202-04-3 38
2 5,6-Dimethyl-1H-1,3-benzodiazole... 174 C10H1ON20 920484-85-1 37
3 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 35
4 (1S,2R)-1,2,3,4-Tetrahydro-5-met... 275 C17H25NO2 1000498-70-2 32
5 3-(3-Methoxyphenyl)-1H-pyrazole 174 C10H10N20 1000410-63-5 27

Abundance Sca

n 2459 (16.551 min): BF126381.D\data.ms (-2453) (-
174.1

m/z 174.05 100.00%

5000
57.1 281.1 ‘
121.0 220.9 354.9 410. L ‘
L] I
0 I+~ m/z 159.00  41.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #82641: 1-(3-Methoxymethyl-2,5,6-trimethylphenyl)ethan
174.0
s000| 430 A MM L ‘ M
16.50
131.0 m/z 175.00  36.05%
0‘ \\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #48805: 5,6-Dimethyl-1H-1,3-benzodiazole-2-carbaldehy:
174.0
16.50
5000 ITI/Z 161.05 35.59%
131.
9.0
ok Tq e
m/z--> 5 lOO 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone

5000

174.0 16.50
m/z 57.10 35.18%

131.0

i

77.0

o

7
m/z--> 50 100 150 200 250 300 350 400 16.50

8270-BF121521
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126381.D

Acqg On : 28 Dec 2021 15:01
Operator : JU/CG

Sample : M5187-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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|
n-Hexadecanoic ... 11.863 8.5 ng 278601 4 11.333 656528 20.0
unknownl2.374 12.374 2.2 ng 71062 4 11.333 656528 20.0
Octadecanoic acid 12.651 12.8 ng 413065 5 13.969 646916 20.0
Tetratetracontane  13.492 5.1 ng 163954 5 13.969 646916 20.0
2,2'-(Ethane-1,... 13.845 2.3 ng 75743 5 13.969 646916 20.0
Behenic alcohol 13.868 7.3 ng 237384 5 13.969 646916 20.0
Heneicosane 14.216 5.7 ng 184029 5 13.969 646916 20.0
Hentriacontane 14.810 4.9 ng 146347 6 15.421 592368 20.0
2-Bromotetradecane 15.086 2.9 ng 86309 6 15.421 592368 20.0
Dotriacontane, ... 15.892 2.0 ng 59742 6 15.421 592368 20.0
unknown16.386 16.386 2.4 ng 71880 6 15.421 592368 20.0
unknown16.551 16.551 2.1 ng 63725 6 15.421 592368 20.0
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