LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47 Instrument :
Operator : CG/JU BNA_G

Sample : M1191-09 ClientSampleld :
Misc : 0027-SITE-WATER-051

ALS Vvial : 14 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_G\METHODS\8270-BG012121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47968.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.702 394 402 411 rBV 529050 855095 23.33% 4.779%
2 7.288 664 672 682 rBV 374987 698330 19.05% 3.903%
3 8.146 810 818 825 rBV 177912 304025 8.30% 1.699%
4 9.309 1006 1016 1024 rVB 598785 1049172 28.63% 5.863%
5 10.960 1288 1297 1304 rBV 236940 420936 11.49%  2.352%

6 13.399 1703 1712 1719 rVB 1579389 2433871 66.41% 13.602%
7 14.768 1938 1945 1952 rVB 412628 618137 16.87%  3.455%
8 16.248 2190 2197 2208 rBV 1374798 2129038 58.09% 11.898%
9 17.511 2405 2412 2420 rBV 525155 775451 21.16%  4.334%
10 18.399 2557 2563 2570 rBV 334724 475225 12.97% 2.656%

11 18.469 2570 2575 2579 rVB 39796 57837 1.58% ©.323%
12 18.910 2645 2650 2654 rBV2 33116 51907 1.42% 0.290%
13 19.168 2688 2694 2698 rBV 218987 285502 7.79%  1.596%
14 19.251 2704 2708 2712 rBV 69037 84815 2.31% 0.474%
15 19.568 2759 2762 2772 rVB2 30644 51453 1.40% ©.288%
16 19.662 2772 2778 2788 rBV 229174 351135 9.58% 1.962%
17 19.797 2797 2801 2808 rVB 66273 85594  2.34% 0.478%
18 20.114 2849 2855 2861 rBV 2894746 3664943 100.00% 20.482%
19 20.326 2887 2891 2895 rVB 47134 63698 1.74% 0.356%

20 20.802 2968 2972 2979 rVB 96700 128957 3.52% 0.721%

21 20.878 2979 2985 2990 rBvV4 29181 68238 1.86% ©.381%
22 21.025 3005 3010 3014 rBV 414695 532307 14.52% 2.975%
23 21.072 3014 3018 3023 rVV 102238 125804 3.43% ©0.703%
24 21.143 3026 3030 3038 rVB4 39345 59449 1.62% ©0.332%
25 21.430 3074 3079 3088 rVB 245595 349314 9.53% 1.952%
26 21.589 3102 3106 3115 rVB 43493 60253 1.64% ©.337%
27 21.789 3134 3140 3149 rVB2 513757 886671 24.19%  4.955%
28 22.635 3280 3284 3292 rVB3 36162 69678 1.90% ©.389%
29 23.358 3402 3407 3412 rVB2 35335 57040 1.56% 0.319%
30 24.192 3545 3549 3556 rVB3 41787 80167 2.19% 0.448%
31 25.097 3694 3703 3713 rBV 308040 854579 23.32% 4.776%
32 25.191 3715 3719 3725 rVB6 34066 67818 1.85% 0.379%
33 26.483 3935 3939 3953 rVB6 36267 97084 2.65% ©.543%
Sum of corrected areas: 17893523

8270-BGO12121.M Fri Jan 22 15:42:38 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047968.D\data.ms

2500000

2000000

1500000

1000000

5.702 9.309

500000 7.288
8.146 10.960
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Abundance TIC: BG047968.D\data.ms
20.114

2500000
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13.399
1500000 16.248
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17.511
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LS it \ A
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Abundance TIC: BG047968.D\data.ms

2500000
2000000
1500000
1000000
500000 25.097
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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

8270-BGP12121.M Fri Jan 22 15:42:40 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.399 12.26 ng 475225  Phenanthrene-d10 17.512
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2563 (18.399 min): BG047968.D\data.ms (-2557) (- m/z 73.10 100.00%

431 731
5000 129.1
’ 213.2
o P
‘ | ‘ 1711 256.1 18.00 18.50
om‘m“H‘HW!m”!Hwe“‘w‘w‘l‘mu‘um,w_“mwwww,”w m/z 43.10 86.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 r T
18.00 18.50
97.0 1710 2130 256.0 m/z 60.00 83.38%
O' \‘H\‘L\‘1“““\\”‘1‘\“\‘\\‘\H\’HH‘\‘\H‘H\‘\‘HH‘\H!’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid
73.0
43.0
P P
18.00 18.50
5000 m/z 55.10  77.10%
129.0
171.0 2140
O‘H_LHWN$M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84452: Tetradecanoic acid 7= —
73.0 18.00 18.50
43.0 m/z 57.85 74.67%
5000 129.0
185.0
228.0
O‘H‘ﬂuwkmw - —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown19.168 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.168 7.36 ng 285502  Phenanthrene-die 17.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 47
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 43
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 38

Abundance Scan 2694 (19.168 min): BG047968.D\data.ms (-2688) (- m/z 57.10 100.00%
57.1

5000 o A/b\h
1900 1950
169.2 ’ :
ol 4 } “ o 2000 2830 3410 n/z 97.10  40.11%
mlz--> 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 TS ae
19.00 19.50
m/z 113.10 37.88%
0715. \“VH\L\“\“\\\’\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
g oL
19.00 19.50
5000 ITI/Z 55.10 31.38%
113.0
‘ ‘ ‘ 168.0
ob—hdeied b
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo- 7 T
57.0 19.00 19.50
m/z 83.10 20.47%
5000
113.0
it ) s101020
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown19.251 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.251 2.19 ng 84815 Phenanthrene-die 17.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 43
2 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 43
3 Tributyl phosphate 266 C12H2704P 000126-73-8 38
4 Formaldehyde, dipropylhydrazone 128 C7H16N2 054253-56-4 38
5 Pyrazol-3-one, 5-amino-1-(1-ethy... 169 C8H15N30 1000316-44-2 38

Abundance Scan 2708 (19.251 min): BG047968.D\data.ms (-2704) (- m/z 57.10 100.00%

57.1 99.1
5000
155.2 1000 1050
19.00 19.50
207.1 .
Obprrertbelioth ol L 2TES  hyz 99.10 89.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143158: Hexanoic acid, 6-tridecyl ester
99.0
43.0
5000 SRS oy
19.00 19.50
m/z 69.10 28.55%
L
0 \’Huww \“M \‘1‘}‘\ ‘”‘”\ T M T \M“ \%\4\.‘0\\0\\ T H"‘HH“ T \?‘2\\7\.\0‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28995: trans-3-Methyl-4-octanolide
99.0
L — L —
19.00 19.50
5000 41.0 ITI/Z 55.10 27.52%

h ﬂﬁ'o

-

0 | T I 156'0
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #115148: Tributyl phosphate T -
99.0 19.00 19.50
m/z 41.10 26.38%
5000
57.0 oo 211.0

/) N PO O SN S A

m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.662  7.92ng 351135  Chrysene-di2 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 C18H3E02 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

5 n-Decanoic acid

172 C1eH2002

Abundance Scan 2778 (19.662 min): BG047968.D\data.ms (-2772) (-

43.1

129.1
5000
185.2 241.2
284.1
OH“ ‘H‘\ i, \“ ‘\H ‘ M“ ‘\’\H“““Hgf‘)?.

000334-48-5 70

m/z 43.10 100.00%

%

T T
19.50 20.00

m/z 73.05 92.47%

m/z--> 5 150 200 250 300 350
Abundance #131261. Octadecanoic acid
5000 129.0 s ==
19.50 20.00
185.0 241.0 284.0 ITI/Z 57.10 91.14%
oL— “ wu‘\\h M\‘ \‘ ““‘\‘\“‘\‘ “w’\”“‘\“””“
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
73.0
== e
19.50 20.00
5000 129.0 m/z 55.05 88.01%
29.
199.0 242.0
ok, Hd‘u‘\ MM “ ‘ ‘ ‘ ‘ L ’ R
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid ~— —
73.0 19.50 20.00
m/z 60.10 83.02%
5000 129.0
185.0
29. 228.0
o bty 4
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Isoxazole, 3,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.802 2.91 ng 128957 Chrysene-d12 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 64
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
3 2-Hexene, 3,4,4-trimethyl- 126 CO9H18 053941-19-8 56
4 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 53
5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 53

Abundance Scan 2972 (20.802 min): BG047968.D\data.ms (-2968) (-  m/z 97.10 100.00%
97.1

=

5000
e e
4. 153.1208.0 283.1 2050 2100
ol b b P25 2008 283 3970 4890 nyz 57.10 52.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2967: Isoxazole, 3,5-dimethyl-
97.0
5000 T T T T T T
43. 20.50 21.00
m/z 55.10 22.64%
O \\“\U‘H}“\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis-
97.0
rel P
20.50 21.00
5000 ITI/Z 98.10 9.81%
41.0
ol
miz--> 0 50 100 150 200 250 300 350 400 450 M
Abundance #11569: 2-Hexene, 3,4,4-trimethyl- = g
97.0 20.50 21.00
m/z 41.10 8.89%
5000{ 4.
OH‘IJ —r ——
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknown21.025 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.025 12.01ng 532307 Chrysene-di2 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ane, 2-bromo- 192 C8H17Br 000557-35-7 37
,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
furous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 37
,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
»4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32

uih wNnR

NNV O
c .

A DM

Abundance Scan 3010 (21.025 min): BG047968.D\data.ms (-3005) (-  m/z 57.10 100.00%
57.1

- T JJ\M
L — T /‘AT
‘ ‘ ‘ 169.2 2252 3411 ‘ 21.00
ob—bbbhid | 2252 2831 3411 4280 ./ 97.10  52.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54934: Octane, 2-bromo-
57.0
5000 ‘21\00‘ ‘ J\T
113.0 -
m/z 113.10 46.11%
O\‘\H\\“\‘“‘\J\‘\\\\‘\\1\9\2‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
N \
21.00
5000 ITI/Z 55.10 31.70%
113.0
| 168.0
0 "H“M“M‘Mu‘m"mu“‘H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #170750: Sulfurous acid, cyclohexylmethyl undecyl ester T ‘
97.0 21.00
m/z 83.10 25.14%
B /\N\J/\J\\
0 HMHSO ui
m/z--> 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown21.072 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.072 2.84 ng 125804 Chrysene-d12 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 37
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 33
3 D-Gulonic acid, .gamma.-lactone,... 254 C1OH16B206 074128-60-2 32
4 Ethanedicarboxamide, N-(3,5-dime... 304 C16H24N402 346596-53-0 27
5 2H-Pyran-2-one, tetrahydro-4-(2-... 154 C9H1402 1000153-91-9 25

Abundance Scan 3018 (21.072 min): BG047968.D\data.ms (-3014) (-  m/z 99.10 100.00%

99.1
5000
55, 155.2 LY ‘
208.1 281.1 21.00
ok H“ ’ bt et b oot M8 sz 57,10 94.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #115148: Tributyl phosphate
99.0
5000 LN /A‘«
21.00
155.0 m/z 69.10 38.33%
41.0 ‘ 211.0
0 \“\‘\“h‘\\\\ \‘“\“\‘\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
T 7 T
21.00
s000] 30 m/z 97.15  36.65%
155.0
m/z--> 50 100 150 200 250 300 350 400 JL
Abundance #104972: D-Gulonic acid, .gamma.-lactone, cyclic 2,3:5,6 e
99.0 21.00
m/z 111.05 29.54%
B W/\M
43.0
156.0
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.430 7.88 ng 349314 Chrysene-d12 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 8-Heptadecene 238 C17H34 002579-04-6 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3079 (21.430 min): BG047968.D\data.ms (-3074) (- m/z 55.10 100.00%
55.1
5000
11.2
—=
‘ 238.2 3410 2150
omwm“u 012, 23820831 3410 429 ., 4319  96.07%
mlz--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
5000 1
11.0 2150
m/z 57.10 84.41%
294.0
O\\\ ‘ITT\“““ “‘ ‘h]‘.ﬂ\“\\o\‘2\2\2\0\‘\\\\‘\?49‘0\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0
\ M
21.50
5000 111.0 m/z 83.05 78.66%
0 i 670 2220 3080
miz--> 50 100 150 200 250 300 350 400
Abundance #92564: 8-Heptadecene T
55.0 21.50
m/z 69.05 74.78%
5000
11.0
1T TA T,
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47

Operator : CG/JU

Sample : M1191-09 :
Misc : 0027-SITE-WATER-051

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Docosanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.483 2.27 ng 97084 Perylene-di2 25.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 53
2 1-Heptacosanol 396 C27H560 002004-39-9 49
3 1-Hexacosene 364 C26H52 018835-33-1 49
4 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 47
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 47

Abundance Scan 3939 (26.483 min): BG047968.D\data.ms (-3935) (- m/ 57.10 100.00%

57.1
207.0
5000
125.2
1 e
o L “ \“ U\ ‘\I\HH\‘ \‘\‘M “H ‘ L \\ Ao ‘M\‘ — ‘\H‘ - ‘\‘ 43. 19 94.71%
m/z--> 0 50 100 150 200 250 300 350
Abundance #178721: 1-Docosanethiol
43.0 97.0
5000
26 50
308.0 55.10  86.60%
o= ‘\“ \\“H\‘ ‘H Al “‘u ‘\ ‘\ \‘h \‘\ iy m \'\‘ " ‘2‘5‘2‘0‘ ‘\ “ “ — ‘\L‘ S
m/z--> 0 50 100 150 200 250 300 350
Abundance #210518: 1-Heptacosanol
43.0
26 50
5000 m/Z 97.05 57.46%
ol 130-0182.0224.0 28103230 5709
m/z--> 0 50 lOO 150 200 250 300 350
Abundance #193363: 1-Hexacosene WM T M’
43.0 26.50
m/z 207.00 54.50%
97.0
5000
ol LULLLL 13901820204 0066 03080 %70
m/z--> 0 5 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012121\
Data File : BGO47968.D

Acqg On : 22 Jan 2021 00:47
Operator : CG/JU

Sample : M1191-09

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : 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|
n-Hexadecanoic ... 18.399 12.3 ng 475225 4 17.512 775451 20.0
unknown19.168 19.168 7.4 ng 285502 4 17.512 775451 20.0
unknown19.251 19.251 2.2 ng 84815 4 17.512 775451 20.0
Octadecanoic acid 19.662 7.9 ng 351135 5 21.789 886671 20.0
Isoxazole, 3,5-... 20.802 2.9 ng 128957 5 21.789 886671 20.0
unknown21.025 21.025 12.0 ng 532307 5 21.789 886671 20.0
unknown21.072 21.072 2.8 ng 125804 5 21.789 886671 20.0
1-Heneicosyl fo... 21.430 7.9 ng 349314 5 21.789 886671 20.0
1-Docosanethiol 26.483 2.3 ng 97084 6 25.097 854579 20.0
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