LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9075.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.364 227 234 244 rBV 689914 1006373 2.01% 0.736%
2 5.399 403 410 421 rBV 530727 882529 1.76% 0.646%
3 6.993 675 681 695 rVB 345114 686236 1.37% 0.502%
4 7.799 811 818 828 rBV 780940 1346157 2.68% 0.985%
5 8.963 1010 1016 1032 rVB 2574677 4653862 9.28%  3.406%

6 9.981 1180 1189 1204 rBV3 250280 713506 1.42%
7 10.599 1288 1294 1299 rBV 1073073 1864141 3.72%
8 10.651 1299 1303 1310 rVB 328566 556474  1.11%
9 12.769 1657 1663 1673 rVB 720062 1286834  2.56%
10 13.069 1707 1714 1730 rVB 7294525 11468186 22.86%

OO0
I
[
~N
R

11 14.445 1938 1948 1953 rBV2 1824348 2992032
12 14.510 1953 1959 1967 rVB 2621601 3837564
13 14.892 2018 2024 2036 rBV 850790 1287042
14 15.498 2121 2127 2135 rVB 401037 637537
15 15.945 2197 2203 2211 rBV 2179047 3190396

.96%
.65%
.57%
.27%
.36%

R NNV
NOONN
0
S
N
R

16 16.622 2313 2318 2335 rVV 1548700 2289885 4.56%
17 17.204 2409 2417 2423 rBV 2260004 3367769 6.71%
18 17.992 2545 2551 2566 rBV 1400352 3032061 6.04%
19 18.122 2566 2573 2593 rVV 7595178 12967043 25.84%
20 19.257 2752 2766 2779 rBV2 14174551 50172951 100.00%

W ONNBR
N
[y
o
R

6.716%

21 19.351 2779 2782 2799 rVB 2313078 3746338  7.47% @ 2.742%
22 19.775 2848 2854 2859 rVB 11043422 14732571 29.36% 10.781%
23 20.075 2902 2905 2909 rVB 467172 523005 1.04% ©.383%
24 20.945 3047 3053 3057 rBvV2 1244281 1984194  3.95%  1.452%
25 21.010 3061 3064 3067 rVV 454518 569886 1.14% ©.417%

26 21.304 3109 3114 3123 rVB 2805244 3663731 7.30% 2.681%
27 23.698 3515 3521 3530 rVB2 1559774 3192320 6.36%  2.336%

Sum of corrected areas: 136650623
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Feb 2022 13:36
: CG/IU
: N1417-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
BP009075.D

PIT-11-DEWATERING

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009075.D\data.ms

8.963

10.599
4.364 5.399 6.993 7.799 9081 10651

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP009075.D\data.ms
19.p57

19.775

13.069

14.510

14.445
12.769 14.892

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP009075.D\data.ms

21.304

Time--> 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Hexanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.364 14.95 ng 1006370  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Glutaraldehyde 100 C5H802 000111-30-8 38
3 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 32
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 25
5 Cyclobutane 56 C4H8 000287-23-0 14
Abundance Scan 234 (4.364 min): BP009075.D\data.ms (-227) (-) m/z 44.00 100.00%

44.0
5000

4.00 4.20 4.40 4.60

!H113.9176.9 252.9  355.0 436.8496.5

O e b e e e T T T T e e m/z 56.05 95.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4251: Hexanal
56.0
5000 L RN B R B

4.00 4.20 4.40 4.60
m/z 41.05 92.39%

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

Abundance
44.0

4.00 4.20 4.40 4.60

5000 m/z 57.00 69.57%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4889: 2,2-Dimethyl-3-hydroxypropionaldehyde AT
41.0 4.00 4.20 4.40 4.60

m/z 43.05 67.57%

O e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Octanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.981 7.66 ng 713506  Naphthalene-d8 10.599

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 87
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Nonanoic acid 158 C9H1802 000112-05-0 40

Abundance Scan 1189 (9.981 min): BP009075.D\data.ms (-1180) (-) m/z 59.95 100.00%
60.0

—

5000
l[h‘l 182.0 5082 2949  400.64612 533.1 1000
0 L g e R YRR e m/z 72.95  76.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 T
10.00
m/z 41.00 40.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
——
10.00
5000 m/z 43.05 37.65%
0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4774: Pentanoic acid T
60.0 10.00
m/z 55.00 34.05%
h _/\J\/k;JV
o_uH‘lN“im_‘H_‘H‘w‘HH_‘Wwwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.769 8.60 ng 1286830  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Hexanoic acid 116 C6H1202 000142-62-1 49
3 Pentanoic acid 102 C5H1002 000109-52-4 43
4 Nonanoic acid 158 C9H1802 000112-05-0 42
5 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 40

Abundance Scan 1663 (12.769 min): BP009075.D\data.ms (-1657) (- m/z 73.00 100.00%

73.0
5000
T

H H ’1 12.50 13.00
ol ALy 1] 2080 273.1 340.9401.0458.95202 /7 6p.00  90.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
5000 — L
12.50 13.00
m/z 41.00 46.00%

o

3.0
\H‘w ‘Lwﬁ”\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0

T
12.50 13.00

5000 m/z 129.00  44.40%
O e e T e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4774 Pentanoic acid — =
60.0 12.50 13.00

m/z 55.00 41.19%

I MM

o_m‘J'Hu‘mwH‘Hwm_m_m_m_m_m_ = s
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.892 8.60 ng 1287040  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
4 Octanoic acid 144 C8H1602 000124-07-2 52
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46

Abundance Scan 2024 (14.892 min): BP009075.D\data.ms (-2018) (- m/z 73.00 100.00%

73.0
5000
57.1
o =
W 14.50 15.00
ob ML LY | ses0s270 42014926 L 6608 82.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 — ~—
129.0 14.50 15.00
m/z 43.00 56.15%
L \ Eopo
0‘\\\\‘ J\I‘\\‘\M\\l\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
— ——
14.50 15.00
5000 ITI/Z 41.05 55.72%
129.0
0 187.0
B e R RAA B A o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170061: Decanoic acid, silver(1+) salt T ——
73.0 14.50 15.00
m/z 55.05 52.41%
155.0
5000
b bl arozree s L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.622 13.60 ng 2289890  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2318 (16.622 min): BP009075.D\data.ms (-2313) (- m/z 73.00 100.00%

5000
185.1
— —
m | 16.50 17.00
obr ML L1y | 2820 3549417.147985426 ) 60 00 80.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 ‘6‘6 “Od
185.0 16.5 17.
m/z 43.00 63.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
—— —
16.50 17.00
m/z 41.10 59.04%
5000 129.0 /
200.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid T —
73.0 16.50 17.00
m/z 55.00 55.47%
5000
171.0
015-¢LM 'mu‘“'J'“” T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 (E)-Hexadec-9-enoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.992 18.01 ng 3032060 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 95
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 93
4 Palmitoleic acid 254 C16H3002 000373-49-9 91
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83

Abundance Scan2551(11992nﬂm:BPOOQO?SINdmaJn302545)0 m/z 55.00 100.00%
5!:

o

Abundance  #140884: 6-Pentadecenoic acid, 13-methyl-, (62)-
55.0 18.00

5000
‘H 31 2362 18.00
ober “, ‘”” ] ‘:J"w'w{l ik 34204010 47525346 ./, 6o 0p  83.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 U
18.00
m/z 41.05 70.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
=
18.00
5000 m/z 83.05 57.01%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

m/z 43.00 44.39%
5000
TSO 236.0
I e
m/z--> 0 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\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.122 77.01 ng 12967000  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 2573 (18.122 min): BP009075.D\data.ms (-2566) (- m/z 73.00 100.00%
73.0
5000
213.2
—5— —
Wigsel, |
0l tiid me ol L1} 29913589 430.3487.1543.5 /7 6o.00  74.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —4— —
18.00 18.50
} 157.0 m/z 43.05 65.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
== =
18.00 18.50
5000 m/z 57.05 58.95%
228.0
143.0
O o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid —T= =
73.0 18.00 18.50
m/z 41.05 56.20%
5000
L 214.0
0 M n\u\ | AN—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Oleic Acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.257 273.89 ng 50173000 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 91

Abundance Scan 2766 (19.257 min): BP009075.D\data.ms (-2752) (- m/z 55.05 100.00%

55.0
5000
264.3 —— —
‘ ‘ 19.00 19.50
o g»w 4932, 1. 3251 4152 4891549. . 69 05 82.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
5000 — ——
19.00 19.50
H 64,0 m/z 83.05 69.16%
O‘\\\\I’J\\‘\h“ \l‘\lul‘\nlg“‘]l\ll\l\\“\\“\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—— =
19.00 19.50
5000 ITI/Z 41.05 66.87%
123.0 264.0
0 193.0
T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid — T
55.0 19.00 19.50
m/z 97.05 58.54%
5000 j\M
264.0
owu“m‘“m“'“"qll — ——
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\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.351 20.45 ng 3746340  Chrysene-d12 21.304
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2782 (19.351 min): BP009075.D\data.ms (-2779) (- m/z 73.00 100.00%
73.0
5000
241.2
— —
\ 171{ ‘ 19.00 19.50
okl n bid o Li), 132493870 46105210 /0 43,65 79.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — ——
19.00 19.50
‘ 284.0 m/z 60.00 76.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
— —=
19.00 19.50
5000 m/z 57.10 67.67%
199.0
0 15.0 139.0
i B e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid — T
73.0 19.00 19.50
m/z 55.00 62.81%
5000
L 228.0
143.0 ‘
oLl 22, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Glycidyl palmitate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.075 2.86 ng 523005 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 99
2 Myristic acid glycidyl ester 284 C17H3203 007460-80-2 87
3 Glycidol stearate 340 C21H4003 007460-84-6 86
4 1,15-Pentadecanedioic acid 272 C15H2804 001460-18-0 50
5 Hexadecanedioic acid 286 C16H3004 000505-54-4 42

Abundance Scan 2905 (20.075 min): BP009075.D\data.ms (-2902) (- m/z 57.00 100.00%
57.0

116.0
5000
185.1 T I
“1 j‘j 8]5 1269'1 355.0414.4 488.9549 20.99
ot il Loy b Ly OPO-1414.4 4889949, /7 98,00 95.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214760: Glycidyl palmitate
57.0
116.0
5000 —— |
20.00
m/z 116.00 78.25%
“ ‘ { 185.0  269.0
O‘\\” "J\‘\”\“\J‘A\d\uh\h‘\“l\\‘\‘\\‘\‘\‘\\\“\l\\‘\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0 116.0
L
20.00
5000 ITI/Z 129.00 78.05%
211.0
0 i e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248881: Glycidol stearate 7
129.0 20.00
570 m/z 43.00 77 .86%
5000
l 297.0
227.0
0lll,‘“l]“"“”“'“'lJ\J*ll —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 9-Octadecenoic acid (Z)-, o... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.945 10.83 ng 19841960  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, oxiran... 338 C21H3803 005431-33-4 93
2 1-Hexadecyne 222 C16H30 000629-74-3 86
3 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 83
4 Glycidyl (Z)-9-nonadecenoate 352 C22H4003 1000466-17-6 83
5 9,12-Hexadecadienoic acid, methy... 266 C17H3002 002462-80-8 80
Abundance Scan 3053 (20.945 min): BPO09075.D\data.ms (-3047) (| | m/z 55.05 100.00%
55.0 129.0
5000
——
‘ mm % 238.2 21.00
o_HL_m ug\‘mm i w‘H““““4‘3‘1“1‘49‘1‘9”‘ m/z 129.00  88.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246333: 9-Octadecenoic acid (Z)-, oxiranylmethyl ester
55.0 129.0
5000 1
21.00
m/z 41.10 63.94%
O ‘ TT \H\ ‘ T \ \ JJ"“ ‘A\wu\.\\% “‘\:‘\H\‘ ‘L\l\ T \l‘ %3\\8‘(\)\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0
——
21.00
5000 m/z 69.05 63.12%
015.0 152.0 222.0
T  a ma EE E E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153472: 9,17-Octadecadienal, (Z)- ——
67.0 21.00
m/z 67.00 61.89%
5000
I
O‘H‘M‘M‘ﬂﬂﬁfu‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M —
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\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 E-15-Heptadecenal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.010 3.11 ng 569886  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 Triacontyl acetate 480 C32H6402 041755-58-2 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3064 (21.010 min): BP009075.D\data.ms (-3061) (- m/z 57.00 100.00%
57.0
125.1 T 1
21.00
207.0
bk ““u‘\u!‘ Latok 2680 3HL14028 4922 /7 83,10 97.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138490: E-15-Heptadecenal
43.0
5000 ——
21.00
1.0 -
m/z 55.00 95.62%
‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T \
21.00
5000 111.0 m/z 97.05 94.22%
0 181.0 250.0 334.0 420.0480.0
e e T e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 T ‘
83.0 21.00
m/z 43.10  93.23%
h /\JJ\LM\
or00 1| 540200 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9075.D

Acqg On : 09 Feb 2022 13:36

Operator : CG/JU

Sample : N1417-01 :
Misc : PIT-11-DEWATERING

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
Hexanal 4.364 14.9 ng 1006370 1  7.799 1346160 20.0
Octanoic acid 9.981 7.7 ng 713506 2 10.599 1864140 20.0
n-Decanoic acid 12.769 8.6 ng 1286830 3 14.445 2992030 20.0
Dodecanoic acid 14.892 8.6 ng 1287040 3 14.445 2992030 20.0
Tetradecanoic acid 16.622 13.6 ng 2289890 4 17.204 3367770 20.0
(E)-Hexadec-9-e... 17.992 18.0 ng 3032060 4 17.204 3367770 20.0
n-Hexadecanoic ... 18.122 77.0 ng 12967000 4 17.204 3367770 20.0
Oleic Acid 19.257 273.9 ng 50173000 5 21.304 3663730 20.0
Octadecanoic acid 19.351 20.4 ng 3746340 5 21.304 3663730 20.0
Glycidyl palmitate 20.075 2.9 ng 523005 5 21.304 3663730 20.0
9-Octadecenoic ... 20.945 10.8 ng 1984190 5 21.304 3663730 20.0
E-15-Heptadecenal 21.010 3.1 ng 569886 5 21.304 3663730 20.0
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