LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acqg On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc : 20221099-204-SITE-WATER

ALS vial : 7 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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 315 322 329 rVB 489018 692810 3.08% 0.563%
2 5.445 394 401 414 rBV 5354420 7823816 34.74% 6.355%
3 7.045 666 673 689 rBV 4385555 6896333 30.62% 5.602%
4 7.869 806 813 821 rBV 1661735 2594402 11.52% 2.107%
5 9.045 1005 1013 1027 rBV 5907671 9566740 42.48% 7.771%

6 10.457 1245 1253 1263 rBV 214070 420734 1.87% 0.342%
7 10.674 1282 1290 1297 rBV 2091227 3443429 15.29%  2.797%
8 13.133 1700 1708 1723 rBV 15174610 21101045 93.69% 17.140%
9 14.504 1935 1941 1952 rBV 2718392 4039554 17.94%  3.281%
10 15.992 2187 2194 2213 rBV 8846660 12694391 56.36% 10.311%

11 17.245 2401 2407 2418 rBV 2838569 4104695 18.22%  3.334%
12 18.145 2554 2560 2587 rBV 1410361 3154865 14.01% 2.563%
13 19.303 2748 2757 2772 rBV 1727666 4858689 21.57% 3.947%
14 19.415 2772 2776 2795 rVB 3102023 5395818 23.96% 4.383%
15 19.868 2847 2853 2858 rBV 19472304 22523042 100.00% 18.295%
16 20.180 2902 2906 2913 rVB2 306077 367364 1.63% 0.298%
17 20.821 3011 3015 3023 rVB 546683 658896 2.93% ©.535%
18 21.062 3050 3056 3063 rBV 2177168 3346550 14.86% 2.718%
19 21.127 3064 3067 3070 rVV2 446167 665619 2.96% 0.541%
20 21.162 3070 3073 3084 rVB2 451819 769341 3.42% 0.625%
21 21.415 3112 3116 3126 rBV 3021382 3924939 17.43%  3.188%
22 23.774 3512 3517 3528 rVB2 2017802 4068355 18.06% 3.305%

Sum of corrected areas: 123111427
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\

Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc 20221099-204-SITE-WATER
ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM037269.D\data.ms
1.5e+07
1e+07
5 445 9.045
5000000 7.045
7.869 10.674
4.981 10.45
0 \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM037269.D\data.ms
19.868
13.133
1.5e+07
le+07 15.992
5000000
14.504 17.245 19.415
18.145 19.303
| 20,180
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM037269.D\data.ms
1.5e+07
1e+07
5000000 21415
21.062 23.774
P0.8 221 162
OJ
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

20221099-204-SITE-WATER

R.T EstConc Area Relative to ISTD R.T.
4981 s.3ang 692810  1,4-Dichlorobenzene-dd  7.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 64

2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (4.981 min): BM037269.D\data.ms (-315) (-) m/z 43.00 100.00%
5000
101.1 RBREENEES S
‘ ‘ ‘ 4.60 4.80 5.00 5.20 5.40
ol o 1469 207.0 2809  3855. .7 59,10  55.69%
m/z--> 50 100 150 200 250 300 350
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL LR L I R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 19.71%
H 101.0
O \‘h\‘ ‘\“ ‘ T \ T “‘ L ‘ L ‘ L L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR R R
4.60 4.80 5.00 5.20 5.40
5000 ITI z 58.00 14.46%
101.0
O\M\“;“““ H\“\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.32%
m/z--> 50 100 150 200 300 350 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.457 2.44 ng 420734  Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
Abundance Scan 1253 (10.457 min): BM037269.D\data.ms (-1245) (- | m/z 57.05 100.00%
b7.0
5000 /\\MNW
1050
00.0 1 -
[ — J“‘uﬂw —i4rl 2070 2669 826. ./, 45,05  99.68%
miz--> 50 100 150 200 250 300
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
m/z 41.05 37.53%
O' 23 “MHH \‘h“\ﬂ.&o}(‘).\(}\ 44\'4‘.0\ LI ‘ L ‘ L ‘ LI
miz—-> 50 100 150 200 250 300
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 m/z 75.00 20.28%
L
ol LI a0
miz--> 50 100 150 200 250 300
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- ¢
45.0 10.50
m/z 56.05 17.04%
5000
89.0
ot by o0 S
m/z--> 50 100 150 200 250 300 10.50

8270-BM102822.M Wed Nov 02 15:54:52 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.145 15.37 ng 3154870  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 53

Abundance Scan 2560 (18.145 min): BM037269.D\data.ms (-2554) (- | m/z 73.00 100.00%

73.0
5000
129.0
T
35

213.2
H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
0 \H H‘H\ ‘\u‘\‘u‘\ ‘\ “ “ “‘\\ bl “‘ R ?"Sf‘;‘ m/z 43.05 89.05%

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

5000 129.0 R 1
18.00 18.50

m/z 60.00  88.72%

171.0 213.0 256.0

O \\\\M‘

\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
q.
— =
18.00 18.50
5000 129.0 ITI/Z 57.10 70.12%
29.
19902420
0 _ wmhhm“m‘J‘M“ S —
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid = T
73.0 18.00 18.50
m/z 55.05 69.34%
5000
129.0
17102140
0 1 hmw‘\‘m‘ : = m—
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc : 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 cis-Vaccenic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.303  23.67 ng 4858690  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Palmitoleic acid 254 C16H3002 000373-49-9 87
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 87
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 87
5 4-Chloro-3-n-hexyltetrahydropyran 204 C11H21ClO0 066555-66-6 76
Abundance Scan 2757 (19.303 min): BM037269.D\data.ms (-2748) (- | m/z 55.05 100.00%
55.0
5000 —M
’ 1 19.00 19.50
264.1 : :
ol Al w‘wut“«\‘\\M‘HZ\-P?F’ 2O B0 429 Ly 4165 70.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176209: cis-Vaccenic acid
55.0
5000 P ——
19.00 19.50
‘ 11.0 m/z 69.05 67.54%
264.0
0 \“\ i “!‘M‘“MMN‘N\N:‘!?6‘?'?‘2‘1‘0“0‘ ™7 \L\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #140796: Palmitoleic acid
55.0
= ——
19.00 19.50
5000 m/z 83.10 52.48%
11.0
I e
0l bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #140810: (E)-Hexadec-9-enoic acid = —
55.0 19.00 19.50
m/z 43.05 50.00%
5000
H A]hll.o
ol HAllAkLyes0, 200 =
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Data Path :
Data File :
: 29 Oct 2022 14:05
: CG/JU

: N5266-02

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\

BM@37269.D

: 7 Sample Multiplier: 1

le

ry

20221099-204-SITE-WATER

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.415  27.50 ng 5395820  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2776 (19.415 min): BM037269.D\data.ms (-2772) (- m/z 43.10 100.00%

43.1
5000 129.0
35.1
—
73

185.1 241.2
h | 2843 19.50
| MH I

il LT a2
100 150 200 250 300 350 400

#179089: Octadecanoic acid

ol z 73.00 99.24%

m/z--> 50
Abundance

.0

%

5000 129.0 ‘19‘50‘
m/z 60.00 88.74%
29.( ‘ 185.0 541 0284.0
O\“\H\ \“ H“Lu‘ﬂ‘\h\“‘\"H“‘\H“‘H‘“HH‘HH“
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 ITI/Z 57.10 82.97%
6o 129.0 242.0
‘ : 199.0
0 ““ M‘H‘\ ‘HM“H““‘ \ML\”? “‘\‘ | M‘ “ N ‘\‘ R RS R
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
43.0 19.50
m/z 55.10 73.89%
5000 284.0
0 129.0
H ‘ ‘ 185.0 2410
ol bl L 3720 —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1-cis-Vaccenoylglycerol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.821 3.36 ng 658896  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-cis-Vaccenoylglycerol 356 C21H4004 020379-67-3 99
2 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 90
3 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 90
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 78
5 9-Octadecen-1-0l, (Z)- 268 C18H360 000143-28-2 53

Abundance Scan 3015 (20.821 min): BM037269.D\data.ms (-3011) (- | m/z 55.10 100.00%
5!:

;

5000
264.1
f \ || 3561 4311 5031 2050 2100
O‘H‘I“"J\ﬂ‘\H‘I‘\‘I‘M‘\Jl‘\.‘\‘I‘W“LJ‘ A e m/z 43.10 79.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #265791: 1-cis-Vaccenoylglycerol
55.0 264.0

:

5000
20.50 21.00

m/z 41.10 59.97%

! .J} L

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #266037: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy

o

.

55.0
20.50 21.00
5000 264.0 m/z 69.05  55.02%
23.0
o MLz, | o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155919: 13-Octadecenal, (2)- — —
55.0 20.50 21.00
m/z 98.10 53.39%
5000
} Flo
ol lasr0 200
miz--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 9-Octadecenoic acid (Z)-, 2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.062 17.05 ng 3346550 Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 98
2 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 95
3 9-Octadecenoic acid (Z)-, oxiran... 338 C21H3803 005431-33-4 91
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 90
5 Glycidyl (Z)-9-Heptadecenoate 324 C20H3603 1000465-63-2 83
Abundance Scan 3056 (21.062 min): BM037269.D\data.ms (-3050) (- | m/z 55.10 100.00%
55.1
129.0
5000
} “ 185.1 él‘Od |
265.1 :
ol b |JH'M~‘“ bty oot 4811 5082 n/z 41.10 63.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #266037: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy
55.0
5000 264.0 — ‘
21.00
3.0 m/z 129.00 60.16%
0 \h il‘! \"il\ll‘lﬂn\\'\\"‘l\!l\lW]r\\\‘s\z\ls\”\()‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #155918: 9-Octadecenal, (Z)-
55.0
1 [
21.00
5000 ITI/Z 57.10 54.84%
| |M , 1820 2490
0k wk"m . mmﬁ,mH_m_m_m_m,mw
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246332: 9-Octadecenoic acid (Z)-, oxiranylmethyl ester o ‘
129.0 21.00
55.0 m/z 69.10 54.76%
5000
185.0
265.0
‘ “ 338.0
0 LY N TR S i ——— =
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc : 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.127 3.39 ng 665619  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93
2 Cyclotetracosane 336 C24H48 000297-03-0 90
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 90
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 87
Abundance Scan 3067 (21.127 min): BM037269.D\data.ms (-3064) (- | m/z 57.10 100.00%
57.1
|12 27 200 2o
om_J«‘\MmmWLH“2‘%1‘”‘3‘3‘7;‘1”‘_‘5‘9‘2"‘9‘_“‘_‘ m/z 43.10 90.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este
57.0
5000 — ——
21.00 21.50
m/z 55.05 84.42%
5.0 210.0
O\\J’\J‘\‘\‘\\‘\‘\H\‘L*‘l\‘\\l\‘LH\‘2\\8\].\.‘()\\H‘H\4%5\‘\0\‘\\\\‘\\\\‘\\\696\.\l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #244232: Cyclotetracosane
43.0
— —
21.00 21.50
5000 m/z 83.10 77 .06%
1.0
o L g0 sno oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227233: 1-Tricosene — T —
57.0 21.00 21.50
m/z 69.05 72.11%
5000
%s.o
322.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37269.D

Acq On : 29 Oct 2022 14:05

Operator : CG/JU

Sample : N5266-02 :

Misc : 20221099-204-SITE-WATER

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 wunknown21.162 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.162 3.92 ng 769341  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Glycidyl palmitate 312 C19H3603 007501-44-2 47
2 Myristic acid glycidyl ester 284 C17H3203 007460-80-2 47
3 Cyclohexanone, 2-propyl- 140 C9H160 000094-65-5 25
4 Hexanoic acid, 4-oxo-6-(1-piperi... 213 C11H19NO3 339313-13-2 18
5 3H-Pyrazol-3-one, 2,4-dihydro-5-... 98 C4H6N20 000108-26-9 11

Abundance Scan 3073 (21.162 min): BM037269.D\data.ms (-3070) (- | m/z 129.00 100.00%

57.1 129.0
5000
207.0
L1l 359.0417.1475.1535.0

T LN
o_m,‘ﬂ‘wl‘“w“- w‘m‘wl‘\n_m_HWHWWw‘www m/z 57.10  94.70%

2097.1 21.00 21.50
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214759: Glycidyl palmitate
116,0
57.0

5000 —— T
21.00 21.50
‘ 1850 5690 m/z 98.10 91.71%
O\ - |HJ“M“.J.J{HM1JllJ lJ\l ‘\‘ R R R SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178944: Myristic acid glycidyl ester
57.0 116.0
21f00 21.‘50
5000 ITI/Z 116.00 80.46%
“ { 211.0
0"‘\\H‘l’J‘H“d’.‘u“\U‘N‘W‘L"J‘l‘\“\”\\‘\‘”“HH“‘H‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21538: Cyclohexanone, 2-propyl- = — T
98.0 21.00 21.50

m/z 43.10 71.31%

5000
27.
h ’ | \J‘ \\

O e T T
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_M\Data\BM102922\
Data File : BM@37269.D

Acqg On : 29 Oct 2022 14:05
Operator : CG/JU

Sample : N5266-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

2594400
3443430
4104700
4104700
3924940
3924940
3924940
3924940

20.
20.
20.
20.
20.
20.
20.
20.

20221099-204-SITE-WATER

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 4.981 5.3 ng 692810 1
Ethanol, 2-(2-b... 10.457 2.4 ng 420734 2
n-Hexadecanoic ... 18.145 15.4 ng 3154870 4
cis-Vaccenic acid 19.303 23.7 ng 4858690 4
Octadecanoic acid 19.415 27.5 ng 5395820 5
1-cis-Vaccenoyl... 20.821 3.4 ng 658896 5
9-Octadecenoic ... 21.062 17.1 ng 3346550 5
Pentadecafluoro... 21.127 3.4 ng 665619 5
unknown21.162 21.162 3.9 ng 769341 5
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