LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS Vvial : 11 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@@9061.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.017 3 5 13 rVB 843022 876747 2.70% 1.016%
2 4.370 229 235 246 rBV 514192 735455 2.26% 0.852%
3 5.399 404 410 427 rVB 343655 612322 1.88% 0.710%
4 6.993 676 681 693 rVB 202524 411205 1.26% ©.476%
5 7.805 811 819 829 rBV 638233 1097501 3.37% 1.272%
6 8.175 875 882 896 rvVB 220678 387191 1.19% 0.449%
7 8.963 1010 1016 1034 rVB 1894949 3432718 10.55% 3.978%
8 10.605 1288 1295 1300 rBV 724632 1284178 3.95% 1.488%
9 10.652 1300 1303 1310 rVB 219695 360183 1.11% 0.417%
10 12.757 1657 1661 1674 rVB 328484 570971 1.76% 0.662%
11 13.069 1707 1714 1730 rVB 4686247 7299268 22.44%  8.458%
12 14.446 1938 1948 1954 rBV2 1048079 1678379 5.16% 1.945%
13 14.510 1954 1959 1966 rVB 1504218 2171668 6.68% 2.516%
14 14.887 2018 2023 2037 rBV 385822 583047 1.79% 0.676%
15 15.945 2197 2203 2213 rBV 1046187 1587241 4.88% 1.839%
16 16.622 2313 2318 2336 rVV 717524 1167300  3.59% 353%
17 17.204 2410 2417 2424 rBV 1119083 1697216 5.22% 967%
18 17.992 2545 2551 2566 rBV 717159 1579209 4.86%

WOoRRR
00
w
®
R

19 18.116 2566 2572 2594 rVV 4803158 7956824 24.47% 220%
20 19.251 2752 2765 2779 rBV2 11126076 32522930 100.00% 37.686%
21 19.351 2779 2782 2799 rVB 1273157 2355499  7.24% 2.729%
22 19.769 2848 2853 2859 rVB 5375431 6950917 21.37%  8.054%
23 20.075 2902 2905 2910 rVB 455376 501267 1.54% 0.581%
24 20.945 3047 3053 3061 rBV3 1258847 2326074  7.15%  2.695%
25 21.039 3067 3069 3078 rVB2 287214 371804 1.14% 0.431%
26 21.304 3109 3114 3123 rBV 1462332 1870298 5.75% 2.167%
27 21.416 3129 3133 3145 rVB 1067706 1480520 4.55% 1.716%

28 23.698 3515 3521 3530 rVB2 1196489 2431053 7.47% 2.817%

Sum of corrected areas: 86298985
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 08 Feb 2022 16:38
: CG/IU
: N1417-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009061.D

PIT-11-DEWATERING

: 11 Sample Multiplier: 1

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

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

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP009061.D\data.ms

8.963

017
7.805 10.605
4.370 5.399 6.993 8.175 10/652

0

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

1le+07

8000000

6000000

4000000

2000000

TIC: BP009061.D\data.ms
19.251

19.769

13.069

14.510
14.446

12.757 14.887
A

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP009061.D\data.ms

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.017 15.98 ng 876747 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (3.017 min): BP009061.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 A
R RARRRREREEE S
‘ ‘ 3.103.203.30 3.40
ob il 1329 2058 282.8340.9403.1 47465344 ./, 43 00  31.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L B R R B
3.103.203.303.40
m/z 87.10  26.52%
0\\“\LLM‘HJ\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
R RARRRREEEE L
3.103.203.303.40
5000 m/z 55.00 22.71%
R TSR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- o RARENRRREERasanEay
73.0 3.103.203.303.40
m/z 71.10 10.42%
5000
oH\‘uk“h‘H‘mWm‘m‘_‘H‘mwm_m_m‘mw L L a A SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 Hexanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.370  13.40 ng 735455 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 25
3 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 25
4 Butanal 72 C4H80 000123-72-8 22
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 12
Abundance Scan 235 (4.370 min): BP009061.D\data.ms (-229) (-) m/z 44.00 100.00%

44.0
5000

4.00 4.20 4.40 4.60

HH 128.0 206.9 283.0344.8 408.1 472.3 544.¢

O‘W,“m“m“m“‘m‘HH‘HH‘HH‘HH‘HHWH“ m/z 56.05 99.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4251: Hexanal
56.0
5000 L L N L B BN R

4.00 4.20 4.40 4.60
m/z 41.05 96.59%

i
0‘\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 70.13%
T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4890: 2,2-Dimethyl-3-hydroxypropionaldehyde EEEEE s e R R
56.0 4.00 4.20 4.40 4.60

m/z 43.00 68.18%

g e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.0 4.20 4.40 4.60

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 1Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.175 7.06 ng 387191 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Deltacyclene 118 C9H1e 007785-10-6 80
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 53

Abundance Scan 882 (8.175 min): BP009061.D\data.ms (-875) (-) m/z 117.05 100.00%

117.1
5000

S e
_ 7.80 8.00 8.20 8.40
Dl 1779 295.1 3943 4841549 o147 95  54.67%

[ e o e o B R o R SN EA RS R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000 U L AL B B I
7.80 8.00 8.20 8.40
m/z 114.95 32.30%
39.0
O‘\\\J\"”\‘U\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
117.0
e
7.80 8.00 8.20 8.40
5000 m/z 90.95 14 .69%
39.0
0 i e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene T
117.0 7.80 8.00 8.20 8.40
m/z 115.95 7.11%
5000
39.0 ‘
o_HJ‘,‘l‘«\UWmWm_mwwm“HH‘W‘WMHW T A SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 n-Decanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.757 6.80 ng 570971  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Heptanoic acid 130 C7H1402 000111-14-8 50
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Hexanoic acid 116 C6H1202 000142-62-1 49
5 Pentanoic acid 102 C5H1002 000109-52-4 43

Abundance Scan 1661 (12.757 min): BP009061.D\data.ms (-1657) (- m/z 73.00 100.00%

73.0
5000

T R
.H Il MJl ‘30

| 207.0 282.0342.4400.9460.8 528.6 12.50 13.00
L ] 2070 £02.0342.4400.9400.8 52808 m/z 60.00 90.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid
73.0

5000 —— —
12.50 13.00

m/z 41.00 47.31%

‘ 143.0
W‘JMJJWJ”JW””\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

60.0

T 7
12.50 13.00

o

o

5000 m/z 129.00 45,95%
0 130.0
R N LR R R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24060: Octanoic acid —— ==
60.0 12.50 13.00

m/z 55.00 41.44%

u \‘J J\ | lh ’ 144.0 Mh

0 et o e e = e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP@@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

Sample : N1417-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

PIT-11-DEWATERING

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

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 Dodecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.887 6.95 ng 583047  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Nonanoic acid 158 C9H1802 000112-05-0 58
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Octanoic acid 144 C8H1602 000124-07-2 46
5 Hexanoic acid 116 C6H1202 000142-62-1 43

Abundance Scan 2023 (14.887 min): BP009061.D\data.ms (-2018) (- m/z 73.00 100.00%
5000 h
57.1
= — =
\ HJ l ‘ 14.50 15.00
o AL L]y 266.9 3420 4157 | 5297 ./, 6p 00  84.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 r— o
129.0 14.50 15.00
m/z 43.00 58.85%
S
0‘\\\\\\“ \]\h““\‘\}h\\‘\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
— ——
14.50 15.00
5000 m/z 41.00 57.74%
129.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60690: Undecanoic acid — —
60.0 14.50 15.00
m/z 55.00 51.94%
5000
} 129.0
O‘W‘M 'IH} — —
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.622 13.76 ng 1167300  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2318 (16.622 min): BP009061.D\data.ms (-2313) (- m/z 73.00 100.00%

5000
185.1
— =
m | 16.50 17.00
ob AMALLLLLL L | 2809 356141494743 549, . 59 o5 77.00%
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 43.05 64.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
—— —
16.50 17.00
5000 ITI/Z 41.00 58.36%
129.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —
73.0 16.50 17.00
m/z 55.00 56.16%
5000
‘ L 2140
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 (E)-Hexadec-9-enoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.992 18.61 ng 1579210 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 96
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 94
4 Palmitoleic acid 254 C16H3002 000373-49-9 89
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 83

Abundance Scan 2551 (17.992 min): BPO09061.D\data.ms (-2545) (- m/z 55.00 100.00%
55.0

o

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

5000
e, =
0Ly ‘w“u'w* kb 3270 400.94612519.4 1/ 69 6  78.25%
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 66.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
==
18.00
5000 m/z 83.05 52.27%
O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

m/z 43.00 44.71%
5000
F;O 236.0
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.116 93.76 ng 7956820  Phenanthrene-d10 17.204
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 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2572 (18.116 min): BP009061.D\data.ms (-2566) (- m/z 73.00 100.00%

73.0
5000
213.2
—— —
“ } H i 18.00 18.50
ol LAl b Ll ] 47713421 415147345329 /7 60.00  81.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 C T
18.00 18.50
213.0 m/z 43.05 75.30%
O‘\\\J“ ‘“’“h‘ll\’\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= —
18.00 18.50
5000 ITI/Z 57.05 63.55%
171.0
] N M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —4= =
73.0 18.00 18.50
m/z 55.00 60.52%
5000
‘L 199.0
REL “I |4890 |
— =

m/z--> 0 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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 9-Octadecenoic acid, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.251 383.25 ng 32522900  Phenanthrene-d1e 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
2 Oleic Acid 282 C18H3402 000112-80-1 95
3 9-Octadecenoic acid 282 (C18H3402 002027-47-6 91
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 90
Abundance Scan 2765 (19.251 min): BP009061.D\data.ms (-2752) (- m/z 55.05 100.00%
55.0
5000 /L
264.3 —— ——
\ H ‘H 0.2 19.00 19.50
ol JUMAACE2 (| 3251 4003 47535332 " 6o 10 82.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 —r— —
19.00 19.50
' 264.0 m/z 83.05 66.97%
O \\\M‘J\\H\h\‘”\“‘\J““\"Jl\lll\\\\‘ ‘\\“\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
— —
19.00 19.50
5000 m/z 41.05 66.87%
123.0 264.0
180.0
Ot R by e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid — T
55.0 19.00 19.50
m/z 97.05 54.94%
5000 264.0 jL
m/z--> 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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.351 25.19 ng 2355500  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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2782 (19.351 min): BP009061.D\data.ms (-2779) (- m/z 73.00 100.00%
5000
241.2
= —
‘ } 1711 \ 19.00 19.50
- lw bbbl bl | 842.94011461.05190 ./, 43,10 78.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — —_
19.00 19.50
’ 284.0 m/z 60.00  74.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— =
19.00 19.50
5000 m/z 57.05 67 .00%
199.0
0 15.0 139.0
R E e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — T
73.0 19.00 19.50
m/z 55.00 65.10%
5000
L 228.0
ol |
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 Glycidyl palmitate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.075 5.36 ng 501267 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 99
2 Glycidol stearate 340 C21H4003 007460-84-6 91
3 Myristic acid glycidyl ester 284 C17H3203 007460-80-2 91
4 2-Dodecylcyclobutanone 238 C16H300 035493-46-0 38
5 Undecanoyl chloride 204 C11H21Cl0 017746-05-3 30

Abundance Scan 2905 (20.075 min): BP009061.D\data.ms (-2902) (- m/z 57.00 100.00%
57.0

129.0
5000
Il | = R
ob AN L kL, 35714211 489.4549. o8 0g 95 4a
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214760: Glycidyl palmitate
57.0
116.0
5000 T ‘
20.00
m/z 43.10 78.82%
‘ ‘ { 185.0 2690
O‘\\” “J\”\”\“\J‘l\\d\uh\ll‘\“l\\‘\‘\\‘\‘\‘\\\“\l\\‘\‘\H\‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
129.0
L
57.0 20.00
5000 ITI/Z 129.00 77 .97%
297.0
227.0
O e o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178944: Myristic acid glycidyl ester T
57.0 116.0 20.00
m/z 116.00 77 .06%
5000
‘ w { 211.0
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 9,17-Octadecadienal, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.945 24.87 ng 2326070  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 94
2 9-Octadecenoic acid (Z)-, oxiran... 338 C21H3803 005431-33-4 91
3 cis-9-Hexadecenal 238 C16H300 056219-04-6 90
4 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 90
5 9,12-Octadecadien-1-0l1, (Z,Z)- 266 C18H340 000506-43-4 90
Abundance Scan 3053 (20.945 min): BPO09061.D\data.ms (-3047) (| | m/z 55.00 100.00%
53.0 1290
5000
‘ H 21.00
0265.1 .
0 kb ! “ M ﬂ“‘zﬁ b pd o 3381 4319 5353 /s 129.00  85.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153472: 9,17-Octadecadienal, (Z)-
67.0
5000 T
21.00
m/z 41.05 64.69%
s o
O‘\\\\\’\ \\“]\\\m\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0 129.0
——
21.00
5000 m/z 67.00 64.44%
207.02%%0 338.0
O e ALl b el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121285: cis-9-Hexadecenal T
55.0 21.00
m/z 69.00 62.90%
5000
w21 .0
R — o
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\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 13 Glycidol stearate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.039 3.98 ng 371804  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 86
2 Glycidol stearate 340 C21H4003 007460-84-6 76
3 2-Amino-2-methyl-1,3-propanediol... 231 C10H17NO5 1000366-70-7 38
4 2-Propenoic acid, 3-(dimethylami... 129 C6H11NO2 000999-59-7 35
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 14

Abundance Scan 3069 (21.039 min): BP009061.D\data.ms (-3067) (- m/z 129.00 100.00%
57.0 129.0

N

5000
H 297.1 21.00 ‘
227.1 “355.1 :
- !M“M bbb L | SO0 429.0490.1549. 0 98 e 95.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214760: Glycidyl palmitate
57.0
116.0
5000 T :
21.00
m/z 116.00 90.67%
’ ‘ \ 185.0 269.0
O‘H” “\li\H\l\%‘l\h\m\l“\“l\\l\‘\\‘\‘\‘\\\“\‘H‘\‘\H\‘H\\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
129.0
T I
57.0 21.00
5000 m/z 57.00 89.97%
297.0
227.0
O e s e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #112183: 2-Amino-2-methyl-1,3-propanediol, N-acetyl, di T
98.0 21.00

m/z 43.10 67.04%

5000

-

” HJ 158.0
]

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP020722.M Wed Feb 09 18:04:47 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS vial : 11 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 14 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.416 15.83 ng 1480520  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 38
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 28
5 2-Indolinone, 2TMS derivative 277 C14H23N0OSi2 010416-65-6 9
Abundance Scan 3133 (21.416 min): BP009061.D\data.ms (-3129) (- m/z 277.10 100.00%
277.1
5000 J\\
199.0 LN
77l.0 139)0 \ H : 21.50
Ol 2390 LY | 3380 420.1487.2546. ., 578 10  32.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 1
21.50
77.0 199.0 m/z 199.00  18.85%
Ol‘-%\.(\)\“‘\\“\\‘\\\\‘JI\\\L\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
277.0
—=
21.50
5000 m/z 201.00 18.71%
70 183.0
O R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #169620: 5-Methyl-8-phenylfuro[3',2':5,6]pyrido[4,3-d]pyr P
277.0 21.50
m/z 183.00 17.79%
5000 JL
77.0
139.0
o_m‘u‘hme‘:Mm?ﬁﬂq‘d‘Ha“mWH‘W‘WWW =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9061.D

Acqg On : 08 Feb 2022 16:38

Operator : CG/JU

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

ALS Vvial : 11 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|
Butane, 2-metho... 3.017 16.0 ng 876747 1 7.805 1097500 20.0
Hexanal 4.370 13.4 ng 735455 1 7.805 1097500 20.0
Indane 8.175 7.1 ng 387191 1 7.805 1097500 20.0
n-Decanoic acid 12.757 6.8 ng 570971 3 14.445 1678380 20.0
Dodecanoic acid 14.887 7.0 ng 583047 3 14.445 1678380 20.0
Tetradecanoic acid 16.622 13.8 ng 1167300 4 17.204 1697220 20.0
(E)-Hexadec-9-e... 17.992 18.6 ng 1579210 4 17.204 1697220 20.0
n-Hexadecanoic ... 18.116 93.8 ng 7956820 4 17.204 1697220 20.0
9-Octadecenoic ... 19.251 383.3 ng 32522900 4 17.204 1697220 20.0
Octadecanoic acid 19.351 25.2 ng 2355500 5 21.304 1870300 20.0
Glycidyl palmitate 20.075 5.4 ng 501267 5 21.304 1870300 20.0
9,17-Octadecadi... 20.945 24.9 ng 2326070 5 21.304 1870300 20.0
Glycidol stearate 21.039 4.0 ng 371804 5 21.304 1870300 20.0
Triphenylphosph... 21.416 15.8 ng 1480520 5 21.304 1870300 20.0
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