LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044214.D

Aca On - 27 Jan 2020 14:06 Instrument :

Operator : CG/JU BNA_G

Sample - L1173-06 ClientSampleld :

Vi - 0048-SITE-WATER
isc :

ALS Vial : 4 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 G\METHODS\8270-BG123019.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 5.509 405 412 426 rBV 696873 1142959 19.79% 3.932%
2 7.096 676 682 697 rBV 496581 975052 16.88% 3.355%
3 7.930 817 824 832 rBV 330811 568098 9.83% 1.955%
4 8.253 871 879 889 rBVY 1229317 2201659 38.12% 7.575%
5 9.087 1012 1021 1036 rBV 995371 1845719 31.95% 6.350%
6 10.733 1293 1301 1321 rBV 446897 870357 15.07% 2.995%
7 13.189 1712 1719 1741 rBV 2740327 4686200 81.13% 16.123%
8 14.017 1855 1860 1872 rBV 151023 251890 4 _.36% 0.867%
9 14.569 1944 1954 1970 rBV 779039 1300558 22.52% 4_475%
10 15.374 2084 2091 2096 rBv2 57708 86514 1.50% 0.298%

11 15.868 2169 2175 2182 rBV 369271 491566 8.51% 1.691%
12 16.056 2200 2207 2233 rBV 1943919 3231903 55.95% 11.120%
13 17.307 2412 2420 2432 rBV 843372 1395232 24.15% 4 _800%
14 19.928 2859 2866 2879 rBV 4149613 5776311 100.00% 19.874%
15 21.238 3084 3089 3100 rBV2 64928 177833 3.08% 0.612%

16 21.555 3137 3143 3154 rBV 839639 1458654 25.25% 5.019%
17 22.360 3275 3280 3286 rBV 66374 102180 1.77% 0.352%
18 23.030 3389 3394 3402 rVB 86840 158408 2.74% 0.545%
19 23.218 3419 3426 3434 rBV2 254615 485061 8.40% 1.669%
20 23.817 3520 3528 3535 rBV2 90924 186522 3.23% 0.642%

21 24.669 3662 3673 3681 rBvV 502942 1515005 26.23% 5.213%
22 25.821 3860 3869 3882 rVB4 56663 157042 2.72% 0.540%

Sum of corrected areas: 29064723
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG012720\

Data File : BG044214.D

Aca On : 27 Jan 2020 14:06

Operator : CG/JU

ﬁ?ggle i L1173-06 0048-SITE-WATER
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG044214.D
4000000

3000000

2000000

8.25

1000000 9.09
5.51

7.10
793 10.73

e e T URSUMSEE, SHSHEUESMESMSREMFSVRIS  BEUSSMRMY LML SURBERRES L UM R R ———————

Time--> 3.50 4.00 450 500 550 600 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance TIC: BG044214.D
4000000 1993

3000000 13.19

2000000 16.06

1000000 14.57 17.31 21.56

15.8
14.02 15.37 ]\ 21.24 22.36
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Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG044214.D
4000000

3000000
2000000

1000000

24.67

23.22
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044214.D

Aca On 27 Jan 2020 14:06

Operator : CG/JU

Sample : L1173-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Library Search Compound Report

C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2 Triethyl citrate

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.87 7.56 ng 491566 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 42
4 Quinoline. 4.8-dimethvl- 157 C11H1i1IN 013362-80-6 38
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 36

Abundance Scan 2175 (15.868 min): BG044214.D (-2169) (-) m/z 157.00 100.00%
187
5000 e
o i1 2 | s 2 15160 1580 16,00 1620
Obrrrprrrrpbr ke b e A L e | M7z 115.00  36.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
5000 29 L S UL IS IR
115 15.60 15.80 16.00 16.20
43 203 m/z 43.05 14.35%
ol15 1 J 69 87,4 | 129943 185 231 277
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157
15.60 15.80 16.00 16.20
5000 43 115 m/z 111.00 9.63%
87
73
o 59 100 168
wmwrmﬁmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecy! ester AVSSENENE 5 S N -
157 15.60 15.80 16.00 16.20
m/z 203.10 9.35%
5000
196
69 83 97111 129 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044214.D

Aca On 27 Jan 2020 14:06

Operator : CG/JU

Sample : L1173-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Dotriacontyl pentafluoropro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.24 2.44 ng 177833 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
Abundance Scan 3089 (21.238 min): BG044214.D (-3084) (-) m/z 57.10 100.00%
57
UL I SRR B R
39179 222 268 21.00 21.20 21.40 21.60
Obrriy ”..i..”..”w.”.“”.“”.“”.“”.““..”.“”.“.”, m/z 43.05 76 .88%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241397: Dotriacontyl pentafluoropropionate
57
97
5000 LR SR BRI I I
21.00 21.20 21.40 21.60
m/z 71.10 57 .33%
ol J\Jywj$“;8l 222 264 320 362 404 448 493 594
miz-> 0 50 100 150 200 250 300 350 400 4%0 500 550 600 650
Abundance
57
" 21.00 21.20 2140 21.60
5000 97 m/z 83.10 56.05%
18 139 196 .o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate L R s e
57 21.00 21.20 21.40 21.60
m/z 55.10 54 .39%
97 MM
5000
. 39 181 225 281 341376415 460 532 577 678
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 600 650 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044214.D

Aca On - 27 Jan 2020 14:06

Operator : CG/JU

ﬁ?ggle i L1173-06 0048-SITE-WATER
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.03 2.17 ng 158408 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3394 (23.030 min): BG044214.D (-3389) (-) m/z 57.10 100.00%
57
85
5000
3 I i " 113 141 169 101 210 68 355 22.80 23.00 23.20 23.40
(YIS, S O B e .- SE— - T m/z 71.10 70.40%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85
29 22.80 23.00 23.20 23.40
m/z 43.10 65.70%
oLl }‘”M u‘\dl}3“141 169 197 225 253 282
m/z--> 55 160 150 260 2%0 300 3éo
Abundance
57
" 2280 23.00 23.20 23.40
5000 85 m/z 85.10 53.40%
29
o 113 141 169 197 205 268
m/z--> 55 160 150 260 250 300 3éo
Abundance #194493: Hexacosane
57 22.80 23.00 23.20 23.40
m/z 55.10 21.54%
5000 85
. 2?“ 1‘ || M2 141 169 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044214.D

Aca On 27 Jan 2020 14:06

Operator : CG/JU

Sample : L1173-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 5 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.22 6.40 ng 485061 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 59

Abundance Scan 3426 (23.218 min): BG044214.D (-3419) (-) m/z 69.10 100.00%
69
5000
" 95 149
121 23.00 23.20 23.40 23.60
Ol bl a | 375, 207281 273 307 341367 429 | nzu g1 05 51.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LSRR SULEUL BN UL B
23100 23.20 23.40 23.60
m/z 41.10 23.78%
9 137
oL— I\ I“" ‘. i \\‘ H H .‘H \Ilell I:I'?ll ?17| - |2|73| .29|9. : |3‘|]'1| ?67' : |4]|'0| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
23 00 23.20 23.40 23.60
5000 m/z 95.10 13.32%
41
95 137
0 116 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69 23.00 23.20 23.40 23.60
m/z 149.00 13.25%
50001 41
93 137
oL J, J | a5 | ae1 192510 247203 36
m/z--> 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 G\DATA\BG012720\

Data File : BG044214.D

Aca On - 27 Jan 2020 14:06

Operator : CG/JU

ﬁ?ggle i L1173-06 0048-SITE-WATER
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.82 2.46 ng 186522 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3528 (23.817 min): BG044214.D (-3520) (-) m/z 57.05 100.00%
57
85
5000
113 " 23.60 23.80 24.00 24.20
141 169 : : : :
ol ,|. b .JI L, 209, 207 239 22 886 sz 71.10  70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L A R SRR BRI B
23 60 23. 80 24. oo 24 20
m/z 85.10 54 _.51%
29 ‘ 13 4m
ol bl h\l L 109 107 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 43.10 53.91%
29
o 113 141 169 197 295 268
m/z--> o 'go' - ﬁdo" "150" "200" ' 550" "360" "350
Abundance #48854: Dodecane, 2-methyl- T T e T
57 23.60 23.80 24.00 24.20
m/z 55.10 21.58%
85
5000
29 141
e | e
OII{I\I\I J\‘\ II\I‘ |||| ———T ———T T R A
m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24. oo 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044214.D

Aca On - 27 Jan 2020 14:06

Operator : CG/JU

ﬁ?ggle i L1173-06 0048-SITE-WATER
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.82 2.07 ng 157042 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3869 (25.821 min): BG044214.D (-3860) (-) m/z 57.10 100.00%
57
85
5000

141 169 106 051 241 25.60 25.80 26.00 26.20
oJ ‘l| Ld i P 222 21 283 o m/z 71.05 73.31%

T
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 25.60 25.80 26.00 26.20
29 m/z 43.10 55.05%
o | “u L J 113 141 169 197 225 253 282
e At —
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B o AR
85 25.60 25.80 26.00 26.20
5000 m/z 85.05 53.91%
29 113
0 141 169 197 225 253 296
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 25.60 25.80 26.00 26.20
m/z 55.10 23.63%
5000 85
113
N T 4 169 197 225 267 295 365 393
e e — R R EEEREmas
m/z--> 50 100 150 200 250 300 350 25. 60 25 80 26 00 26. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG012720\

Data File : BG044214.D

Acq On : 27 Jan 2020 14:06

Operator : CG/JU

3?22'6 i L1173-06 0048-SITE-WATER
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Triethyl citrate 15.87 7.6 ng 491566 3 14.57 1300560 20.0
Dotriacontyl pent... 21.24 2.4 ng 177833 5 21.56 1458650 20.0
Eicosane 23.03 2.2 ng 158408 5 21.56 1458650 20.0
Squalene 23.22 6.4 ng 485061 6 24.67 1515010 20.0
Nonadecane 23.82 2.5 ng 186522 6 24.67 1515010 20.0
Heneicosane 25.82 2.1 ng 157042 6 24.67 1515010 20.0
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