LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D
Aca On : 20 Aug 2019 18:03 Instrument :
Operator : HP/JU gyAﬁg el

- _ lentosampleld :
3?22'6 : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082019 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.181 367 373 384 rBV 414410 597389 16.61% 3.334%
2 6.757 635 641 655 rBV 289405 475983 13.23% 2.656%
3 7.104 693 700 711 rBV 849488 1274302 35.43% 7.112%
4 7.569 771 779 786 rBB 163385 248451 6.91% 1.387%
5 7.881 825 832 842 rVB 806135 1205980 33.53% 6.731%
6 8.739 971 978 997 rBV 548124 924518 25.70% 5.160%
7 10.345 1244 1251 1266 rBV 177779 309438 8.60% 1.727%
8 12.833 1667 1674 1688 rBY 1716394 2381672 66.21% 13.292%
9 13.704 1817 1822 1831 rBB 60345 88289 2.45% 0.493%
10 14.227 1903 1911 1918 rBvV 280943 424747 11.81% 2.371%

11 15.733 2161 2167 2176 rBV 1482063 1974341 54.89% 11.019%
12 16.986 2374 2380 2394 rVB2 315106 457380 12.71% 2.553%
13 17.651 2488 2493 2498 rVB 414104 463027 12.87% 2.584%
14 17.756 2506 2511 2522 rBV 56697 83144 2.31% 0.464%
15 17.886 2527 2533 2542 rBV 325513 432880 12.03% 2.416%

16 19.027 2723 2727 2728 rBV 44484 48819 1.36% 0.272%
17 19.050 2728 2731 2744 rVV2 87561 158340 4._.40% 0.884%
18 19.174 2748 2752 2764 rVV 79577 121449 3.38% 0.678%
19 19.633 2824 2830 2836 rBV 3200191 3597171 100.00% 20.076%
20 20.427 2961 2965 2969 rBV2 41236 44107 1.23% 0.246%

21 20.897 3041 3045 3054 rBV2 119221 191964 5.34% 1.071%
22 21.197 3091 3096 3108 rVB 382112 519750 14.45% 2.901%
23 21.327 3115 3118 3122 rBV 69615 76722 2.13% 0.428%
24 21.756 3187 3191 3194 rBV 79867 86401 2.40% 0.482%
25 22.209 3263 3268 3275 rBV2 91390 166301 4.62% 0.928%

26 22.327 3283 3288 3296 rBV 636244 777755 21.62% 4.341%

27 22.691 3346 3350 3356 rVB 70703 91282 2.54% 0.509%

28 23.238 3439 3443 3451 rVB2 58819 89573 2.49% 0.500%

29 23.391 3463 3469 3480 rBv2 282158 543612 15.11% 3.034%

30 23.850 3545 3547 3553 rVB 42400 63216 1.76% 0.353%
Sum of corrected areas: 17918003
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

Sample : K4331-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

0624-SITE-WATER-VENICEAN

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM022217.D

7.10 7.88

6.76
7.57

10.35

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM022217.D

12.83
15.73

17'62?7.89

7.7k
A

14.23 16.99

13.70

19.63

20.43

%17

O
Time-->

I\
LN I s B S e B B N B O N e B B D B N B B N R B B O N B B

S
=TT T T LI I B B

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM022217.D

22.33

21.20 23.39

0

20.90 by 33 21.76 22
S N

22.69

23.2 23.85

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.10 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.10 102.58 ng 1274300 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 22
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 16

Abundance Scan 699 (7.098 min): BM022217.D (-693) (-) m/z 132.00 100.00%
32
5000 68
40 96 ISR SARAE SRR SRS B
103 6.80 7.00 7.20 7.40
o S |11/ " 64'-'| g L W w7z 68.10  44.37%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 HRBE I LR UL

6.80 7.00 7.20 7.40
m/z 66.10 38.39%

AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
S
6.80 7.00 7.20 7.40
5000 m/z 134.00 31.93%
33 44 o g7 105
60 78 ‘
A R S - O R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R L
56 132 6.80 7.00 7.20 7.40
m/z 69.10 23.24%
5000
27 64
/S SV .S Y PN 1 SN MNSS | . AN A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.65 20.25 ng 463027 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 98
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 51
3 Benzenamine. N.N-diethvl-4-(2-ni... 220 C12H16N202 064462-51-7 35
4 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 30
5 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 25
Abundance Scan 2493 (17.651 min): BM022217.D (-2488) (-) m/z 205.10 100.00%
5
57
so00] 4 g1
o 15 o S L N N—
|| | || || l |“ hh | 17.40 17.60 17.80 18.00
0 ! . L Ilnul. bl I.|.| m/z 217.10 78.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57

41

5000 LI B L L L L L L L L
205 17.40 17.60 17.80 18.00
17519 220 m/z 57.05 68.63%
o 135 161 233 248261 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69400: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H...
43 205
17.40 17.60 17.80 18.00
5000 17 m/z 175.10 58.10%
163 220
121135149
7 105 ‘
OIIZ\;\QH‘IM 57\\\‘ m ; ‘M \\‘\ \\h \“ \‘\l I\ l'lgl:ll' |‘||||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69143: Benzenamine, N,N-diethyl-4-(2-nitroethenyl)- s B
205 17.40 17.60 17.80 18.00
m/z 189.10 50.82%
5000
130 220
29 158
77 02
44 63 174
I P Tl MR ol Pl A N S | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

Sample : K4331-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 13-Octadecenal, (2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.76 3.64 ng 83144 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal. (2)- 266 C18H340 058594-45-9 68
2 8-0Oxabicvclol5.1.0loctane 112 C7H120 000286-45-3 55
3 cis-1l1-Hexadecenal 238 C16H300 053939-28-9 52
4 (1S.155)-Bicvcloll3.1.0Thexadeca... 236 C16H280 102572-89-4 45
5 1-Hexadecanol 242 C16H340 036653-82-4 45
Abundance Scan 2512 (17.762 min): BM022217.D (-2506) (-) m/z 41.00 100.00%
1 55
5000
17.40 17.60 17.80 18.00
0 m/z 55.00 83.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #98134: 13-Octadecenal, (2)-
5000
17.40 17.60 17.80 18.00
m/z 43.10 75.09%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6370: 8-Oxabicyclo[5.1.0]octane
41 55
68 17.40 17.60 17.80 18.00
5000 83 m/z 69.00 62.96%
27 97
112
M‘ \“\‘ \\\H\ J
b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81207: cis-11-Hexadecenal
55 17.40 17.60 17.80 18.00
m/z 83.10 50.38%
41
5000 69
3 98
29 111
oL 15 | \m JH L 135149163177 195 220 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.89 18.93 ng 432880 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2534 (17.892 min): BM022217.D (-2527) (-) m/z 73.00 100.00%
3 60 73
5000 129 213
256 L S BUSURN BULRILN IR
B8 115 | 187171185, 95 | op7 17160 17.80 18,00 18.20
0 m/z 43.05 96.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 723
5000
17.60 17.80 18.00 18.20
m/z 41.05 92.19%
. Ll “ It %91}151291431571711851992132272422?6
m/z--> 25 Jo ' 80 160 150 150 1éo 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43 17.60 17.80 18.00 18.20
5000 129 m/z 60.00 90.75%

143 157 214

0
m/z--> 20 40 60 8I0 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid O ERmaE e e RRRE

60 73 17.60 17.80 18.00 18.20
43 m/z 55.05 76.28%
5000 129
185 228
‘ T7 01115 | 14357171 ‘ 199

0 ‘ ‘\I ‘H‘I\‘HII}III\I\‘I |“|‘|||‘||||||||| 8- ||25I-|3||‘|||||||||

m/z--> 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

19.03 2.13 ng 48819 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 90
2 9.17-Octadecadienal . (2)- 264 C18H320 056554-35-9 87
3 9.12-Octadecadienal 264 C18H320 026537-70-2 86
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 80
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 74

Abundance Scan 2728 (19.033 min): BM022217.D (-2723) (-) m/z 67.00 100.00%

67
41 81

5000

18.80 19.00 19.20 19.40

0 m/z 55.05 85.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67 81

18.80 19.I00 19.20 19.40
m/z 41.05 70.92%

5000

150164 182196210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96962: 9,17-Octadecadienal, (2)-
6/7
a 81 e B R
18.80 19.00 19.20 19.40
5000 m/z 81.05 68.65%
o [ 123137151 165179103007221085 204
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96958: 9,12-Octadecadienal
a9 18.80 19.00 19.20 19.40
67 m/z 95.00 54 _.90%
5000 >
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

Sample : K4331-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 14-Pentadecenoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.05 6.92 ng 158340 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 83
2 Chloroacetic acid. dodecvl ester 262 C14H27CI102 006316-04-7 49
3 1-Pentadecanol 228 C15H320 000629-76-5 46
4 Bicvclol2.2.1Theptan-2-ol. 3.3-d... 140 C9H160 000515-28-6 38
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 38

Abundance Scan 2731 (19.050 min): BM022217.D (-2728) (-) m/z 69.10 100.00%
1 89
83
5000
18.80 19.00 19.20 19.40
0 m/z 55.10 99.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82426: 14-Pentadecenoic acid
5000 LR SN BN SULLILN B
18.80 19.00 19.20 19.40
111 m/z 41.10 93.65%
138 222
o 2 1247151165180 504 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95506: Chloroacetic acid, dodecy! ester
69 83
97
55 e L RS B
18.80 19.00 19.20 19.40
5000 m/z 43.10 86.59%
4 125 140 168
ol 28 \\“ 182196 213
R RAERR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75205: 1-Pentadecanol e
1 55 69 83 18.80 19.00 19.20 19.40
97 m/z 83.10 77.19%
5000
2 125
0 139154167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40

8270-BM082019.M Wed Aug 21 11:12:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.17 4.67 ng 121449 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2751 (19.168 min): BM022217.D (-2748) (-) m/z 43.05 100.00%
73
97 185 241 Srnd N e
|2w \ 284 18.80 19.00 19.20 19.40
0 S PN S m/z 73.00 84_30%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 AR SR AR B
mmmmmmwm
9 185 oa 284 m/z 60.00 80.88%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2%0 300 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 18.80 19.00 19.20 19.40
5000 284 m/z 55.00 74 .75%
129
185
oL lL I b | T TP e | s sm2
m/z--> 50 1 o 150 200 250 300 350
Abundance #75071: Tetradecanoic acid e Y SRt At
73 mmmmmmwm
43 m/z 41.05 71.17%
5000 129
185 228
L ]
m/z--> 50 100 150 200 250 300 350 18 80 19. oo 19 20 19. 40

8270-BM082019.M Wed Aug 21 11:12:17 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.90 7.39 ng 191964 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 87

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 81
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 76

Abundance Scan 3045 (20.897 min): BM022217.D (-3041) (-) m/z 57.05 100.00%
57
83
5000
111
3 139 179 207 249 281 355 20.60 20.80 21.00 21.20
o A bt MRS 2P A 8™ nyz 43.05  92.03%
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83
5000 LI B L L L L L L L
20 60 20. 80 21. 00 21 20
29 i m/z 55.05 75.96%
139 168 196
ol oAl J‘ B e Gl e —
m/z--> 50 100 1 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57
83 R R e R
20.60 20.80 21.00 21.20
5000 m/z 41.05 58.57%
111
29
= r T —— T
m/z--> 50 100 150 200 250 300 350
Abundance #92325: 1-Hexadecanol, 2-methyl- O B o R
57 20.60 20.80 21.00 21.20
m/z 69.00 56.24%
5000 83
29
111
0 ‘ JL 0 139 168185 210 238256
- IIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.95 ng 76722 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3119 (21.333 min): BM022217.D (-3115) (-) m/z 57.10 100.00%
57
5000
3 141 207 281 21.00 21.20 21.40 21.60
N 160 21 m/z 71.05  77.04%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57
5000 85 LN TN BN BUURRE
29 21.00 21.20 21.40 21.60
m/z 43.10 75.08%
oL ,J, B a0 O L B
m/z--> 50 100 150 200 250 300 350
Abundance #107656: 10-Methylnonadecane
57
o 21.00 21.20 2140 21.60
5000 m/z 85.05 51.06%
154
29
113
o) Il‘l y I’I \JI\ I\lllt‘l |” IMI ; I‘\I —— ——— |26|7| : —
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane e e e
57 21.00 21.20 21.40 21.60
m/z 41.05 32.98%
85
5000
29 113
oL Ll T e 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0 21)00 21!20 21f4o 21feo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tetracosane, 1l1-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.76 3.32 ng 86401 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3192 (21.762 min): BM022217.D (-3187) (-) m/z 57.10 100.00%
57
85
5000
207 ) S
l dll3 179 253 284 355 21.40 21.60 21.80 22.00
N u"" e A w/z 71.05  76.07%
m/z--> 50 150 200 250 300 350 400
Abundance #167081: Tetracosane, 11-decyl-
57
5000 AU DN SN SR
2140 21.60 21.80 22.00
m/z 43.05 72 .74%
oL 36 113J1§1 169 197 225 253 295 337 364 393 420
T UL SRR UURLEL LN SURLELEN LR SR S
m/z--> 5 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57
21.40 21.60 21.80 22.00
5000 85 m/z 85.00 55.00%
29
RENEEEY ;113 141 169 197 225 p53 282
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #151555: Heptacosane B e R s ae o
57 21.40 21.60 21.80 22.00
m/z 41.05 33.56%
5000 85
29 113 141
0 I LTy, 4 169 197 225 253 281 309 337 380
m/z--> 50 100 ﬁo M 250 300 350 400 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.21 6.40 ng 166301 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 95
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 64
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 62
Abundance Scan 3268 (22.209 min): BM022217.D (-3263) (-) m/z 57.05 100.00%
57
5000
21/80 22.00 22.20 22.40 22.60
o m/z 43.05 83.41%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107653: Eicosane
57
5000 AU AR AR BN
mmnmnmnmnm
m/z 71.05 64 .78%
0 99‘141 183 225 282
T 00 MRS AR iad Aeass it AN AR bl AeasA A
Abundance #99476: Nonadecane
57
21/80 22,00 22.20 22.40 22.60
5000 m/z 85.05 50.06%
99
0 ‘l‘ | 141 133 268
m/z--> 6 50 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane
57 21.80 22.00 22.20 22.40 22.60
m/z 41.00 43.69%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

Sample : K4331-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2,6,10,14,18,22-Tetracosahe... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
'22.33 28.61ng 777755 Perylene-di2 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene. .. 410 C30HS0 000111-02-4 96
aualene 410 C30H50 007683-64-9 94

.11-Dimethvldodeca-2.6.10-trien...
.6.10.14-Hexadecatetraenoic aci...

208 C14H240
332 C22H3602

125529-10-4 87
024035-35-6 83

,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 78

Abundance Scan 3289 (22.333 min): BM022217.D (-3283) (-) m/z 69.05 100.00%
69
5000
41 Tr|rrrrprrrryrrrrrrriorr
95 137 22.00 22.20 22.40 22.60
175 207 : ; : '
bbb gy L5 <T7231258 281 841367 415 0 Tz 81.10  43.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI L L L L L L LB LB |
a1 22.00 22.20 22.40 22.60
m/z 41.05 25.12%
)] Y Jl L s a9z smaw s
miz--> 50 150 200 250 300 350 400
Abundance #158504: Squalene
69
R A A
22.00 22.20 22.40 22.60
so00l 4 m/z 68.10 12.70%
9 137
o CLobd oy Ty a6l 191 217 273 299 341 367 410
e e R e UL R AR LA LA
miz--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R EREEEEELE T
69 22.00 22.20 22.40 22.60
m/z 67.05 11.62%
5000
41
95 137
ol sl.i,..u.l. il B B PGS | G
miz--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60

8270-BM082019.M Wed Aug 21 11:12:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.69 3.36 ng 91282 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3350 (22.691 min): BM022217.D (-3346) (-) m/z 57.10 100.00%
57
5000
141 ,--208 22.40 22.60 22.80 23.00
Ol .-..I.'... A s A | M/Z 71.10  73.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57
5000
22.40 22.60 22.80 23.00
99 m/z 43.05 73.30%
ol 2l 1| || 14, 183 225 282
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane
57
| 22.40 22.60 22.80 23.00
5000 m/z 85.05 49.76%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane
5[7 22.40 22.60 22.80 23.00
m/z 41.10 29.55%
5000

99
26) )1 141 183 225 267 309 380

e R AR ARARRoRa e EEEES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\

Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

ﬁ?ggle : K4331-02 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Docosane, 11-decyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.24 3.30 ng 89573 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3443 (23.238 min): BM022217.D (-3439) (-) m/z 57.05 100.00%

57
5000

141 169 208 253 283 327 357 23. 00 23 20 23. 40 23 60 '
O m/z 43.00 73.03%

m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
5|7

5000 85 LA L B L L L L LB
29 23. 00 23 20 23. 40 23 60
J m/z 71.10 72.79%
113
ol eer 228 22
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.10 51.76%
29 113
o J‘\J | 7,14 169 107 225 253 281 311337 367 410435
I o o e L o e LA B B A o o B o o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167081: Tetracosane, 11-decyl-
57 23.00 23.20 23.40 23.60
m/z 55.00 32.07%
5000 85
113 141
o 1L 77141 169 197 225 253 295 337 364 393 420
m/z--> 0 50 100 150 200 250 300 350 400 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082019\
Data File : BM022217.D

Aca On : 20 Aug 2019 18:03

Operator : HP/JU

Sample : K4331-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Octacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

23.85 2.33 ng 63216 Perylene-d12 23.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 64
2 Pentacosane 352 C25H52 000629-99-2 64
3 Eicosane 282 C20H42 000112-95-8 53
4 Heptadecane 240 C17H36 000629-78-7 50
5 Heneicosane 296 C21H44 000629-94-7 50

Abundance Scan 3547 (23.850 min): BM022217.D (-3545) (-) m/z 57.10 100.00%
7
5000 a5
113 141 205 269 325 23.60 23.80 24.00 24.20
179 295 355
o SN L A USSR - TR m/z 71.05 70.78%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
g7
5000 85
23.60 23.80 24.00 24.20
29 m/z 43.00 53.71%
oL d 4t 169 197 225 253 281 309 337 365 394
s e B e
m/z--> 50 150 200 250 300 350
Abundance #142112: Pentacosane
g7
R B mam e S
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 36.46%
113
oL20L \ [ 169189 211 239 267 205 303 352
...,.... : L B LA
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57 23.60 23.80 24.00 24.20
m/z 41.00 20.48%
5000
85
29
—— T T T s B et S
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082019\

Data File : BM022217.D

Acqg On : 20 Aug 2019 18:03 Instrument :

Operator : HP/JU BNA_M

Sample - K4331-02 ClientSampleld :

Misc - 0624-SITE-WATER-VENICEAN
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082019 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .10 7.10 102.6 ng 1274300 1 7.57 248451 20.0
7,9-Di-tert-butyl... 17.65 20.3 ng 463027 4 16.99 457380 20.0
13-Octadecenal, (Z2)- 17.76 3.6 ng 83144 4 16.99 457380 20.0
n-Hexadecanoic acid 17.89 18.9 ng 432880 4 16.99 457380 20.0
9,12-Octadecadien... 19.03 2.1 ng 48819 4 16.99 457380 20.0
14-Pentadecenoic ... 19.05 6.9 ng 158340 4 16.99 457380 20.0
Octadecanoic acid 19.17 4.7 ng 121449 5 21.20 519750 20.0
Ethanol, 2-(tetra... 20.90 7.4 ng 191964 5 21.20 519750 20.0
Eicosane 21.33 3.0 ng 76722 5 21.20 519750 20.0
Tetracosane, 11-d... 21.76 3.3 ng 86401 5 21.20 519750 20.0
Nonadecane 22.21 6.4 ng 166301 5 21.20 519750 20.0
2,6,10,14,18,22-T... 22.33 28.6 ng 777755 6 23.39 543612 20.0
Tetratetracontane 22 .69 3.4 ng 91282 6 23.39 543612 20.0
Docosane, 1l1-decyl- 23.24 3.3 ng 89573 6 23.39 543612 20.0
Octacosane 23.85 2.3 ng 63216 6 23.39 543612 20.0
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