LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc :

ALS Vvial : 19 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128687.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.351 179 181 192 rBV 35864 69340 3.11% 0.438%
2 5.040 465 468 473 rVB 27377 31059 1.39% 0.196%
3 5.469 538 541 550 rBV 2104807 2099167 94.18% 13.273%
4 6.481 710 713 724 rVB 2110734 2109861 94.65% 13.340%
5 6.563 724 727 730 rVB 44614 28578 1.28% 0.181%

6 6.822 767 771 774 rBV 618204 463629 20.80% 2

7 7.386 862 867 870 rBV 1603145 1410783 63.29% 8.920%

8 8.104 985 989 992 rBV 696616 548283 24.60% 3

9 9
9

467%

.186 1167 1173 1176 rBV 2382597 2229006 100.00% 14.0947%

10 .863 1284 1288 1291 rBV 621261 519661 23.31%  3.286%
11 10.651 1418 1422 1426 rBV 1414123 1186444 53.23%  7.502%
12 11.345 1537 1540 1543 rBV 517533 464067 20.82% 2.934%
13 11.369 1543 1544 1548 rVB 87973 59491 2.67% 0.376%
14 11.745 1605 1608 1611 rBV 72747 59964 2.69% ©0.379%
15 11.880 1628 1631 1637 rBV 188316 160484 7.20% 1.015%
16 11.963 1641 1645 1647 rBV2 23877 24635 1.11% 0.156%
17 12.451 1722 1728 1731 rBV3 81613 76574  3.44%  0.484%
18 12.563 1744 1747 1756 rBV 145302 124727 5.60% ©.789%
19 12.663 1760 1764 1771 rBV4 53390 72891 3.27% 0.461%
20 12.792 1780 1786 1789 rBV 131769 130188 5.84% ©.823%
21 12.939 1807 1811 1814 rBV 2158343 1806472 81.04% 11.422%
22 13.627 1923 1928 1933 rBV2 18618 29186 1.31% 0.185%
23 13.739 1942 1947 1950 rBV3 17472 28314 1.27% 0.179%
24 13.845 1960 1965 1966 rBV3 41747 49050 2.20% ©.310%
25 13.992 1985 1990 1993 rBV 567419 560405 25.14%  3.543%
26 14.015 1993 1994 2000 rVB 83305 59179 2.65% 0.374%
27 14.092 2001 2007 2012 rBV 173169 201520 9.04% 1.274%
28 14.157 2016 2018 2022 rVB 23298 23263 1.04% ©.147%
29 14.468 2068 2071 2074 rBV2 38591 38768 1.74% 0.245%
30 14.627 2095 2098 2102 rVB3 27784 28123 1.26% 0.178%
31 14.774 2119 2123 2126 rVB 40193 42566 1.91% ©.269%
32 15.027 2162 2166 2176 rVB 71190 134330 6.03% 0.849%
33 15.109 2177 2180 2184 rBV 42689 48176 2.16% ©0.305%
34 15.327 2214 2217 2224 rVB 36420 52426 2.35% ©0.331%
35 15.392 2224 2228 2233 rBV 52617 65016 2.92% 0.411%

36 15.457 2234 2239 2243 rVWW 326503 418743 18.79% 2.648%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS Vvial : 19 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.492 2243 2245 2251 rVB2 59174 68031 3.05% 0.430%
38 15.927 2314 2319 2327 rVB 54439 78528 3.52% 0.497%
39 16.433 2398 2405 2409 rBvV3 39266 76623 3.44% 0.484%
40 16.898 2481 2484 2491 rVB4 18978 33039 1.48% 0.209%
41 17.021 2502 2505 2510 rVB5 23259 40006 1.79% ©.253%
42 17.333 2556 2558 2564 rVB3 17359 30542 1.37% 0.193%
43 17.727 2620 2625 2630 rVB4 16582 34329 1.54% 0.217%
Sum of corrected areas: 15815467
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Jun 2022 19:09
¢ CG\JU
: N3113-03

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
BF128687.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF128687.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknown3.351 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.351 2.99 ng 69340 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 181 (3.351 min): BF128687.D\data.ms (-179) (-) m/z 45.10 100.00%

4[:
5000 L
e AREEREEEES S R
61.1 3.00 3.20 3.40 3.60
ottt e e e e m/z 43.10 20.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
4:
5000

300320340360

150 | ‘ 61.0
\\\‘\\\\‘\\\H“‘\\\\‘\\‘\\‘\\\‘!“\\\\‘\7\6\.\()‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

300320340360

o

ol 190 319 610 750

e e e e

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- P ‘A‘ A REEEEe
48.0 3.00 3.20 3.40 3.60

m/z 42.00 4.40%

5000

29.0
1 8L0 760 89.0 102.0
Obrrrrrrre el il 780 890 1020 US| R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.745 2.58 ng 59964  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 83
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1608 (11.745 min): BF128687.D\data.ms (-1605) (1 m/z 74.10 100.00%
74.1
s000{ 430
1432 2271 p/\\ T T \A T T
| H H 101.1 ‘ 171.2199.1 | 2701 11.50 12.00
Ol b by L T L ST myz 87.00  74.34%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 SN k :
43.0 11.50 12.00
143.0 m/z 43.05 49.50%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.C
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

%

11.50 12.00
5000{ 43.0 m/z 41.05 39.42%

‘ M\ || oo 1430 4g50 2270 270c

‘_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance  #109374: Dodecanoic acid, 10-methyl-, methyl ester
74.0 11.50 12.00

m/z 55.10  38.03%

o

%

5000 143.0

185.0

‘ ‘ ‘1 10 ‘ 228.0
‘ HM‘ Il o \‘

BN, B0 710 T Y N S

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00

%—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.880 6.92 ng 160484  Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1631 (11.880 min): BF128687.D\data.ms (-1628) (1  m/z 43.05 100.00%

43.0 73.0
5000 129.0 192.1
= CE
H\ H \H‘l " T \ \‘ ‘2271256'1 =50 2220
O prrr AL A g Ll 507 L myz 73,00 93.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
11.50 12.00
151018502130 256.0 m/z 59.95 88.36%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
P e
11.50 12.00
5000 m/z 41.85  84.65%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid e .
43.0 ,73.0 11.50 12.00
m/z 57.05 77 .80%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.451 3.30 ng 76574  Phenanthrene-d1e 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 86

Abundance Scan 1728 (12.451 min): BF128687.D\data.ms (-1722) (-] m/z 55.05 100.00%
.0

5000

3

180.1 222.2 264.1 12.50

0! m/z 41.05 73.15%
miz--> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
87.0 12.50
m/z 43.05 58.22%
23.0
01‘5\"0‘\“ U”‘ “ 1 \‘\H‘ umid w‘hh‘mr‘\“\‘h “u . ‘\1‘8}0‘0 ‘ 2‘2‘\2.‘0‘ ‘26ﬁ‘0‘2‘96‘0
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 ITI/Z 74.00 49.62%
264.0
“ ‘ 180.0 222.0
ol Al
miz-> 50 100 150 200 250 300 M /\
Abundance #194417: 15-Octadecenoic acid, methyl ester Ll L i
55.0 12.50
m/z 69.10 45.80%
5000 87.0
264.0
230 1800 2220 ‘
oL— ‘\“ ‘; n“‘ “ HW\ ‘\M‘M‘ . “\h ally }‘ - 1“‘\ - “\‘ ‘2?\6"0 —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 unknownl2.663 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.663 3.14 ng 72891  Phenanthrene-dle 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Propyl tetradecyl ether 256 C17H360 1010406-27-8 25
4 Isoamyl nitrite 117 C5H11NO2 000110-46-3 14
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 14

Abundance Scan 1764 (12.663 min): BF128687.D\data.ms (-1760) (- m/z 43.05 100.00%
3.0

73.1
5000
202.1 N T
| 2412 12.50 13.00
Ol m/z 57.00 80.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN T
12.50 13.00
1710 2130 2560 m/z 55.10 80.25%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43,0 73.0
—— —
12.50 13.00
5000 129.0 m/z 60.00 78.38%
199.0 242.0
S T - S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143664: Propyl tetradecyl ether
43.0 12.50 13.00
m/z 73.10 75.12%
5000
83.0
125.04 196.0
0 ,40,2,270
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09

Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 6 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.092 7.19 ng 201520  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 99
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 38
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38

Abundance Scan 2007 (14.092 min): BF128687.D\data.ms (-2001) (-]
2

m/z 277.05 100.00%

7.1
5000
199.0 —
so. q ‘ 15‘20 H 14.00
o] b I gy 3401 | 3172 0 578,10 34.00%
miz--> 100 150 200 250 300 350
Abundance #171169.TﬂphenwphospmneOXMe
277.0
51.0
5000 199.0 ‘
152.0 14.00
m/z 199.00 24.13%
5.0
0 ‘\‘ \‘ “ “\ ‘M‘\H“ “ “\‘Muh‘\\‘ \H\ “\ \‘ "\‘ I T
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
N \
14.00
5000 ITI/Z 201.10 22.49%
o 183.0
oL 30 | 180 \‘\ H 280 |
miz--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror AL A ‘ Jmin ‘
277.0 1400
m/z 183.0 21.36%
5000
270 199.0
310 0 ‘
B S - =Y N7 £ BN S
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.774 2.03 ng 42566  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 76
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
4 Docosane 310 C22H46 000629-97-0 58
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 2123 (14.774 min): BF128687.D\data.ms (-2119) (-] m/z 57.05 100.00%
57.0

2000 MAVK”“AMJNWMMWWAWNM
99.1 1450 15 00
L, 33, teszie0 S5 e
oL , \‘\ ‘\ , u\“m ‘Hh‘“i‘ \M i, \hqm‘\uh‘\\ \‘w‘h ‘m\‘\‘m\ g M‘h ‘u\w T ITI/Z 43.10 68.13%
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 — ——
14.50 15.00
m/z 71.10 67.39%
270] | | "% 1410 1830 2100
O\ T T ‘\“ T \‘\‘\ ‘ T !‘\ i “\ ‘\ \‘\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #141057: Octadecane
57.0
—— —
14.50 15.00
5000 m/Z 85.05 47.73%
270 99.0
oL LA L] 240 1ms0 paozsto
m/z--> 50 100 150 200 250
Abundance #193300: Dodecane, 1-iodo- —— —
57.0 14.50 15.00
m/z 55.00 30.41%
- MM
99.0 155.0
27.0 :
o1 “ SN - - A4 — — —
m/z--> 50 100 150 200 250 14.50 15.00

8270-BF060222.M Mon Jun 06 16:35:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Nonadecane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.110 2.30 ng 48176  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 (C28H58 000630-02-4 76
3 Heptacosane 380 C27H56 000593-49-7 70
4 Hexacosane 366 C26H54 000630-01-3 70
5 Heptadecane 240 C17H36 000629-78-7 68

Abundance Scan 2180 (15.109 min): BF128687.D\data.ms (-2177) (-]
57.1

m/z 57.10 100.00%

2000 M
—— ——
268.1 15.00 15.50
141.0183.3 ‘ :
0 ‘m‘wm‘“ ' N‘mm 332250 | 30 n/z a3.10 66.51%
m/z--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
5000 T RN
15.00 15.50
268.0 m/z 71.05 49.03%
41.0183.0
01\5.\(4\ ‘\““ H‘ “‘ “‘ \“‘\“\ \ “ “Y \‘\“2\‘2\5\9‘ T ‘\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— ——
15.00 15.50
5000 ITI/Z 85.05 39.66%
ol L H | 141 0183.0225.0 281.0 337.0 394.
b e TSR SRR TR
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T ——
57.0 15.00 15.50
m/z 55.10 23.27%
w WWW
,15 ‘L‘ | 0183.0225.0267.0300.0 3800
R e i —— ——
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\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.327 2.50 ng 52426  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2217 (15.327 min): BF128687.D\data.ms (-2214) (. m/z 252.05 100.00%
252.1
5000
: .
669 12f° L1001 _ 15.00 15.50
03 B0 gl I L 2999 365 ) yse.e5  30.81%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.10 22.98%
125.0
0890 830 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
— e
15.00 15.50
5000 m/z 251.20 15.04%
126.0
oSOyl o, |
miz--> 50 100 150 200 250 300 350 M J\
Abundance #138562: Benzol[b]fluoranthene m WWW
252.0 15. 00 15 50
m/z 126.00 14.07%
5000
126.0
090 _87.0 ‘\\ 163, 0200.0 . |
R e
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\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.927 3.75 ng 78528  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 95
3 Hexadecane 226 C1l6H34 000544-76-3 95
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90

Abundance Scan 2319 (15.927 min): BF128687.D\data.ms (-2314) (- m/z 57.10 100.00%
57.1

2000 m
91 16.00
207 1 .
ob— a“ p‘ | “ ““ Lo Al2 L 254029013410 395 0 4316 56.05%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 T T
16.00
m/z 71.10 48.95%
0 \\‘ “\ A H‘ ‘ 141 01783 0 254 0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
16.00
5000 ITI/Z 85.05 38.76%
‘ 9.0
41.0
o5l LIl 1 0ms0z50 260
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane —
57.0 16.00
m/z 41.05 21.97%
- J\WWJ\VMW
0 “ \L\ “\ “ \\‘ \‘ 141 0183 0226 0
I e AL BN S B e S ——
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\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.433 3.66 ng 76623  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
2 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2405 (16.433 min): BF128687.D\data.ms (-2398) (- m/z 57.10 100.00%
57.1
2000 \MM“MMMWWJ\Mm»”MMWMNV
99.1 —
41.0 181.1 219.2253.0 295.0 1650
0! m/z 71.05 66.68%
m/z--> 0 50 100 150 200 250 300
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 T
16.50
‘ 99.0 oo m/z 43.10 61.43%
O ‘1\5.\q‘\ ‘\“ “‘\ “1‘ \“\ ‘L \‘ T ‘\ \‘ “\. ‘\ \1\97‘(\) T T ?5“3;0\ L ‘ T
miz--> 0 50 100 150 200 250 300
Abundance #212294: 5-Ethyl-5-methylnonadecane
57.0
——
16.50
5000 m/z 85.05 43.16%
113.0
[ L 50 o o
T v it R
m/z--> 0 50 100 150 200 250 300
Abundance #123967: Hexadecane, 2-methyl- —
57.0 16.50
m/z 69.05 21.65%
- WWWWM
99. 197.0
141.0
2o LUl 10 | 0 -
m/z--> 0 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128687.D

Acqg On : 03 Jun 2022 19:09
Operator : CG\JU

Sample : N3113-03

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
unknown3.351 3.351 3.0 ng 69340 1 6.822 463629 20.0
Hexadecanoic ac... 11.745 2.6 ng 59964 4 11.345 464067 20.0
n-Hexadecanoic ... 11.880 6.9 ng 160484 4 11.345 464067 20.0
9-Octadecenoic ... 12.451 3.3 ng 76574 4 11.345 464067 20.0
unknown12.663 12.663 3.1 ng 72891 4 11.345 464067 20.0
Triphenylphosph... 14.092 7.2 ng 201520 5 13.992 560405 20.0
Heptadecane 14.774 2.0 ng 42566 6 15.457 418743 20.0
Nonadecane 15.110 2.3 ng 48176 6 15.457 418743 20.0
Benzo[e]pyrene 15.327 2.5 ng 52426 6 15.457 418743 20.0
Octadecane 15.927 3.8 ng 78528 6 15.457 418743 20.0
Octadecane, 1-i... 16.433 3.7 ng 76623 6 15.457 418743 20.0
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