LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5195.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.293 369 375 384 rVB 245332 347877 21.96%  4.006%
2 6.875 638 644 655 rVB 132746 217720 13.75% 2.507%
3 7.693 777 783 790 rBV 87198 133507 8.43% 1.538%
4 8.858 973 981 987 rBV 321021 512928 32.39% 5.907%
5 10.487 1250 1258 1265 rBV 110336 184846 11.67% 2.129%
6 12.969 1673 1680 1686 rBV 759383 1068524 67.47% 12.306%
7 13.810 1813 1823 1831 rBV2 14412 23030 1.45% 0.265%
8 14.351 1909 1915 1925 rVB 164736 243245 15.36%  2.801%
9 15.745 2144 2152 2160 rBV 24829 45251 2.86% 0.521%
10 15.851 2164 2170 2178 rW 545681 790234 49.89% 9.101%

11 17.116 2378 2385 2392 rBV 197362 282218 17.82%
12 18.016 2532 2538 2547 rBV 289752 411233 25.96%
13 18.081 2547 2549 2559 rVB2 15080 25773 1.63%
14 19.139 2725 2729 2744 rVB 239692 393744 24.86%
15 19.257 2745 2749 2757 rVB 193864 232932 14.71%
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16 19.404 2771 2774 2778 rVB 34655 40679  2.57%
17 19.692 2817 2823 2828 rBV 1352382 1583819 100.00% 18.
18 20.363 2928 2937 2951 rBV 253441 620694 39.19%
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19 20.463 2951 2954 2961 rVB 53817 70568  4.46% 813%
20 20.863 3019 3022 3029 rVB2 59250 95988  6.06% 105%
21 20.922 3029 3032 3041 rVB2 145773 208559 13.17%  2.402%
22 20.992 3041 3044 3049 rBV 36686 39374  2.49%  0.453%
23 21.122 3064 3066 3073 rVB3 39374 47967 3.03% ©.552%
24 21.210 3076 3081 3087 rBV 268588 329799 20.82% 3.798%
25 21.304 3094 3097 3100 rBv2 38897 47828 3.02% ©.551%

26 22.263 3256 3260 3273 rVB 239643 339947 21.46%
27 23.492 3463 3469 3478 rVB 176305 344542 21.75% 3.968%
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Sum of corrected areas: 8682826
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP005195.D\data.ms
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800000
600000
400000 8.858
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200000 6.875 7693 10.487
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Abundance TIC: BP005195.D\data.ms
19.692
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800000 12.969
600000 15.851
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Abundance TIC: BP005195.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl5.74 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.746 3.21 ng 45251  Phenanthrene-d10 17.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonic acid, 4-methyl-,... 284 C15H2403S 003386-35-4 47
2 3-Trifluoromethylbenzoic acid, 2... 302 C16H21F302 1000282-68-6 43
3 2-Trifluoromethylbenzoic acid, 2... 302 C16H21F302 1000282-64-8 37
4 2,6-Difluoro-3-methylbenzoic aci... 424 C26H42F202 1000338-85-5 35
5 2-Trifluoromethylbenzoic acid, 2... 400 C23H35F302 1000282-03-5 32

Abundance Scan 2152 (15.745 min): BP005195.D\data.ms (-2144) (-  m/z 173.20 100.00%
1

78.2
55.0
5000
112.1 — e
“ | } 15.50 16.00
b g L 27133342 4303 5034 0 55.es  62.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130754: Benzenesulfonic acid, 4-methyl-, octyl ester
173.0
91.0
5000 o —
15.50 16.00
m/z 99.05 47 .82%
299
\l‘\\\‘“l\”\‘h\hl\”‘“\‘\\‘\‘\\\‘\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146200: 3-Trifluoromethylbenzoic acid, 2-octyl ester
173.0
sl e
15.50 16.00
5000 m/z 84.00 32.35%
112.0
0 | ||, 230
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146199: 2-Trifluoromethylbenzoic acid, 2-octyl ester P ——
173.0 15.50 16.00
m/z 111.00 24.55%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.016 29.14 ng 411233  Phenanthrene-d10 17.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2538 (18.016 min): BP005195.D\data.ms (-2532) (-  m/z 73.10 100.00%

73.1
5000
2133 =T \
e Ll b e
0 HW“‘ \ ‘H""?‘1“1“3‘5“?‘3‘4275‘”594?“‘ m/z 60.10  74.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LT
18.00
m/z 57.10 57.69%

“ 213.0
\\“ \1\‘”‘\1'“\“\1“\1\\\‘\\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid

43.0

18.00
5000 ITI/Z 43.05 56.54%
129.0 242.0
‘ W‘m.’m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid = ‘
73.0 18.00

m/z 41.10 56.09%

5000

ML

MMA,\\

\\\‘ \‘\“\\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Dodecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.139  27.90 ng 393744  Phenanthrene-d10 17.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 83
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 81
3 Cyclotetradecane 196 C14H28 000295-17-0 72
4 Erucic acid 338 C22H4202 000112-86-7 62
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 60

Abundance Scan 2729 (19.139 min): BP005195.D\data.ms (-2725) (-  m/z 55.10 100.00%

58.1
5000
s —
H ‘Fsz 20952644 19.00 19.50
- MLLANALL 2022, | 327.1 30734614 5407 . 6o 10 oa.26%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50304: 1-Dodecano
58.0
5000 o) s
19.00 19.50
‘ HMO'O m/z 83.10 79.52%
H l ”

rTTe ‘ H‘l\H‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\

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

Abundance #129352: 9-Octadecenoic acid, (E)-
55.0

%

19.00 19.50

5000 m/z 41.10 71.03%
264.0

\‘ L ’ ‘mﬁdu Waceu i |

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #58280: Cyclotetradecane
55.0 19.00 19.50

m/z 97.20 53.13%

=

5000

|| fzs0 ssso

m/z--> 0 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\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.257 14.13 ng 232932 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2749 (19.257 min): BP005195.D\data.ms (-2745) (-  m/z 73.10 100.00%
3.1

5000
241.3

.

H ‘ E 19.00 19.50
sl WW\H_uHu““11‘5‘_‘3799”3”‘43‘?‘95““4“ m/z 60.10 77.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid

129.0

N
W
o

5000
19.00 19.50

284.0 m/z 43.10 70.95%

“‘H“m L \ D

R \\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid

73.0 19.00 19.50
m/z 55.10 60.19%

Abundance #95855: Pentadecanoic acid
73.0
19.00 19.50
5000 m/z 57.10 66.46%
143.0 242.0
(\\ M"\MM\H”
—r ——

5000

A\ MM&LI. \.

m/z--> 0 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\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Dodecanamide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.404 2.47 ng 40679 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide 199 C12H25NO0 001120-16-7 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 87
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Octadecanamide 283 C18H37NO 000124-26-5 64

Abundance Scan 2774 (19.404 min): BP0O05195.D\data.ms (-2771) (-  m/z 59.05 100.00%
59.0

5000

2

=
” 1 1280 5194 843 3563 19.50
ol [ ST 2848 3568 427.04926 /7 72.85  53.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60440: Dodecanamide

59.0

-

5000 T

19.50
m/z 43.10 19.54%

‘ UL ’ T \J\ I].\E?\.(‘)‘\ ?]Tg\‘g\\o\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106564: Hexadecanamide

o —
O =
2 =

—T
19.50

5000 m/z 41.05 17.15%

128.0 255.0
oy \ 22010407

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

-

Abundance #83608: Tetradecanamide —
59.0 19.50
m/z 55.10 16.06%
h M
128.0
U -
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\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.363 37.64 ng 620694 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 Octadecanamide 283 C18H37NO 000124-26-5 38
4 Octanamide 143 C8H17NO 000629-01-6 38
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 35

Abundance Scan 2937 (20.363 min): BP005195.D\data.ms (-2928) (-  m/z 59.05 100.00%

59.0
5000
— —
’[ “| 1842 264.4 20.00 20.50
owwl“H“Mwm‘,‘HWm_“3‘5‘5“3“4‘?9““”":9?‘4”_ m/z 72.65 89.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 — ——
20.00 20.50
' m/z 55.10 40.10%
‘\‘\d\‘\[ ”J\m\m‘\‘“\lh\\“}\8\4\.’0\\\\‘2\\8\1\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83608: Tetradecanamide
59.0
— —
20.00 20.50
5000 m/z 41.05 34.34%
1280
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #130204: Octadecanamide — 1
59.0 20.00 20.50
m/z 43.10 23.12%
B JWJ\LJV
128.0 283.0
_AMmm_“2‘,1?‘9_Hu_m‘W_WW_W - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.463 4.28 ng 70568 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Decanamide- 171 C1OH21NO 002319-29-1 59
4 Dodecanamide 199 C12H25NO 001120-16-7 50
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 50

Abundance Scan 2954 (20.463 min): BP005195.D\data.ms (-2951) (- m/z 59.05 100.00%
59.0

?

5000
‘ 28.2 20.50
128. 240.3 :
AT 208 satigons asaesds i 7210 .63
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128443: 9-Octadecenamide, (Z)-
59.0
5000 U
20.50
m/z 43.05 23.74%
126.0 281.0
lllV’JJLW‘“H“}'“!‘“\‘?[1!814.0!lW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20317: Octanamide
59.0
——
20.50
5000 ITI/Z 55.10 16.61%
w’ \ 143.0
B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38977: Decanamide- T
59.0 20.50
m/z 41.10 14.43%
5000
“ \ 128.0
“AJN\H‘MNH‘M‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ —r
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\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 13-Octadecenal, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.863 5.82 ng 95988 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 89
2 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 80
3 cis-11-Hexadecenal 238 C16H300 053939-28-9 70
4 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 62
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 52

Abundance Scan 3022 (20.863 min): BP005195.D\data.ms (-3019) (-  m/z 55.10 100.00%

55.1 129.1
5000
} ‘ 221.32 20,50 21.00
',"‘lm}“mMw\ L Azl 4304 5067 15 129.05  90.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115867: 13-Octadecenal, (2)-
53.0
5000 T T
20.50 21.00
‘ m/z 81.10 61.41%
‘\\d“"\tlu[\J"WLT‘[J\-\S\]-\‘O\%4\‘8\9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127747: 2-Methyl-Z,Z-3,13-octadecadienol
55.0
— —
20.50 21.00
5000 m/Z 69.10 56.16%
| Nim hrmoz““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92519: cis-11-Hexadecenal — —
55.0 20.50 21.00
m/z 41.05 47.09%
5000
H} 21.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.922 12.65 ng 208559 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 87
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 87
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83

Abundance Scan 3032 (20.922 min): BP005195.D\data.ms (-3029) (-  m/z 83.10 100.00%

83.1
5000
21.00
153.2 :
L MULLLETYY, 224328223412 415247556334 ) 57 10 gg.a0%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
5000 L
1.0 21.00
‘ m/z 69.10 88.37%
\L ’J\\‘J\‘}‘““\‘L‘\i\“h\\]-\g\?.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107662: n-Heptadecanol-1
55.0
—r
21.00
5000 m/z 97.15  80.92%
125.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207396: Bromoacetic acid, octadecyl ester —
43.0 21.00
m/z 55.10 78.05%
5000
1.0
250.0
UL oo -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.992 2.39 ng 39374 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 72
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
4 Propiohydrazide, 3-phenyl-N2-(2-... 372 C23H20N203 1000295-37-0 43
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 43

Abundance Scan 3044 (20.992 min): BP005195.D\data.ms (-3041) (-  m/z 105.10 100.00%
105.1

5000

-

.
21.00
207.2 2821

O e | ST S 30T 3417.0475.3 549 17 149.15  64.76%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

-

5000 =
21.00
45. m/z 77.10  49.96%

il 1790

[T T \\H.‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester

-

149.0
P
77.0 21.00
5000 m/z 150.20  10.27%
L. | 211.0 287.0
R B R R B R R AR ERRRRRREAEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate e
105.0 21.00
m/z 106.00 8.31%
5000
27.0 | 179.0
R e R e e R RARmER e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\

BP005195.D

: 06 Apr 2021 14:20
: CG/JU
: M1894-03

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M

Quant Title

TIC Library
TIC Integra

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

0154-FIELD-BLANK

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 11 Phthalic acid, di(2-propylp... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.122 2.91 ng 47967 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 72
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 64
3 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 59
4 Phthalic acid, di(hept-4-yl) ester 362 C22H3404 1000356-80-0 53
5 Phthalic acid, 5-methylhex-2-yl ... 446 C28H4604 1000371-08-1 53

Abundance Scan 3066 (21.122 min): BP005195.D\data.ms (-3064) (-  m/z 149.05 100.00%

149.1
5000
57.1 = e
"A‘1¢‘~“ﬂ34%24291?1&4 m/z 167.10  35.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149.0
5000 el Mooty
21.00 21.50
57.0 m/z 57.10 22.58%
" 279.0
\\\\‘J“\J\‘\‘\“\|\\\ \\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #192055: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0
— —
21.00 21.50
5000 ITI/Z 55.00 20.47%
430 251.0
Y WIRTOUOI S T - B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191974: Phthalic acid, di(hept-3-yl) ester e —
149.0 21.00 21.50
m/z 41.10 18.18%
B \MW
N 265.0
e e —r— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20

Operator : CG/JU

Sample : M1894-03 :
Misc : 0154-FIELD-BLANK

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Decanamide- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.304 2.90 ng 47828 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
2 Decanamide- 171 C10H21NO 002319-29-1 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 50
5 Dodecanamide 199 C12H25NO 001120-16-7 43

Abundance Scan 3097 (21.304 min): BP005195.D\data.ms (-3094) (-  m/z 59.10 100.00%
59.1

5000

N

o

H ‘ ‘ 61 (2 2964 21,00 2150
I HJ n“\‘umm..w ‘\ wde

Mibdiii v o 3543 4203489.4500. T, 10 g9 3y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128446: 9-Octadecenamide, (Z)-
59.0
5000 T gy
21.00 21.50
‘ 126.0 m/z 55.10 47 .40%
281.0
‘\\\‘!"‘ l“wmm}!“ﬁhlf\229.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38977: Decanamide-
59.0
— —
21.00 21.50
5000 ITI/Z 69.10 27.18%
\ 128.0

MMJ | |

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

:

Abundance #83610: Tetradecanamide “ —
59.0 21.00 21.50
m/z 41.05 23.08%
5000
} 1280 2270
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5195.D

Acqg On : 06 Apr 2021 14:20
Operator : CG/JU

Sample : M1894-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown15.74 15.746 3.2 ng 45251 4 17.116 282218 20.0
n-Hexadecanoic ... 18.016 29.1 ng 411233 4 17.116 282218 20.0
1-Dodecanol 19.139 27.9 ng 393744 4 17.116 282218 20.0
Octadecanoic acid  19.257 14.1 ng 232932 5 21.210 329799 20.0
Dodecanamide 19.404 2.5 ng 40679 5 21.210 329799 20.0
9-Octadecenamid... 20.363 37.6 ng 620694 5 21.210 329799 20.0
Octanamide 20.463 4.3 ng 70568 5 21.210 329799 20.0
13-Octadecenal,... 20.863 5.8 ng 95988 5 21.210 329799 20.0
Trichloroacetic... 20.922 12.7 ng 208559 5 21.210 329799 20.0
2-(2-(2-Methoxy... 20.992 2.4 ng 39374 5 21.210 329799 20.0
Phthalic acid, ... 21.122 2.9 ng 47967 5 21.210 329799 20.0
Decanamide- 21.304 2.9 ng 47828 5 21.210 329799 20.0
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