LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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: BGO47982.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.694 394 401 411 rVB 462605 710797 19.56% 4.117%
2 7.281 664 671 682 rVB2 303716 595883 16.40% 3.451%
3 8.139 811 817 824 rBV 163622 280780 7.73% 1.626%
4 9.302 1006 1015 1025 rBV 544576 965885 26.59% 5.594%
5 10.959 1289 1297 1306 rBV 212666 380018 10.46% 2.201%

6 13.391 1702 1711 1718 rBV 1425403 2194692 60.41% 12.711%
7 14.396 1875 1882 1889 rVB5 20468 38525 1.06% ©.223%
8 14.760 1938 1944 1951 rVB 352258 570490 15.70%  3.304%
9 16.247 2189 2197 2208 rBV 1432652 2147182 59.10% 12.436%
10 17.504 2405 2411 2418 rBV 513903 788653 21.71% 4.568%

11 18.391 2556 2562 2570 rBV 350553 519780 14.31% 3.010%
12 18.462 2570 2574 2578 rVB 41288 60329 1.66% ©0.349%
13 18.902 2644 2649 2655 rBV 27147 50525 1.39% 0.293%
14 19.090 2677 2681 2686 rVB2 34792 45344  1.25% 0.263%
15 19.161 2686 2693 2697 rBV 218599 290596 8.00% 1.683%
16 19.243 2703 2707 2712 rBV 64743 81396 2.24%  0.471%
17 19.654 2772 2777 2789 rBV 229246 350139 9.64% 2.028%
18 19.790 2796 2800 2807 rVB 65838 85446 2.35%  ©.495%
19 20.107 2848 2854 2859 rBV 2794891 3633137 100.00% 21.043%
20 20.318 2886 2890 2895 rVB 42684 52761 1.45% ©.306%
21 20.377 2895 2900 2904 rBV7 23473 41648 1.15% 241%

22 20.794 2967 2971 2976 rVB 87463 119072 3.28%
23 21.012 3004 3008 3013 rBV 432645 567456 15.62%
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24 21.065 3013 3017 3022 rVV 101770 127191 3.50% 737%
25 21.135 3025 3029 3035 rVB4 38659 64727 1.78% 375%
26 21.417 3073 3077 3087 rVB 243326 345409 9.51% 2.001%
27 21.582 3101 3105 31@9 rVB 52010 64116 1.76% 0.371%
28 21.670 3116 3120 3126 rVB6 40183 70549  1.94%  0.409%
29 21.781 3133 3139 3148 rVB2 605355 984910 27.11% 5.704%
30 22.627 3279 3283 3293 rVB2 29970 67900 1.87% ©.393%
31 24.179 3541 3547 3551 rBV3 24075 50787 1.40% 0.294%

32 25.089 3692 3702 3712 rBV 320855 919496 25.31% 5.326%

Sum of corrected areas: 17265619
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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: BG047982.D\data.ms
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1000000
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG047982.D\data.ms

20.107
2500000

2000000
1500000113.391 16.247

1000000

21.781
17.504 21.012
500000 14.760 21417

19,161 19.654
14.396 A M 3 1 7 @M@ms 0 22,627

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19. OO 19. 50 20.00 20.50 21.00 21.50 22. OO 22.50
Abundance TIC: BG047982.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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.
18.391 13.18 ng 519780  Phenanthrene-d10 17.504
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 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2562 (18 391 min): BG047982.D\data.ms (-2556) (-~ = m/z 73.10 100.00%

5000 1201
213.2
— P
fﬁ 25?1 sy, 1800 18.50
0 Lok b Ll L34 s Ge.1e 9e.33%
10

-

m/z--> 0 150 200 250 300
Abundance #107549 n-Hexadecanoic acid
5000 129.0 T T

18.00 18.50
m/z 43.10 87.59%

1710 213.0 256.0
O\\\\M‘ m\huw‘u‘\ it \ ‘\\\\“ \“\‘\\‘L\\\\|\\\\
m/z--> 50 100 150 200 250 300
Abundance #72643: Tridecanoic acid
i73.0
T —
18.00 18.50
5000 129.0 m/Z 57.10 77 .67%
29. 171.0
m ‘ ‘ 214.0
10 Y O
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid : 7

T
73.0 18.00 18.50
m/z 55.10 74.94%

129.0
199.0 2420
L \\h“‘\ M‘ ul ‘ ‘ ‘\ | ‘ = — T

m/z--> 50 100 150 200 250 300 18.00 18.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.161 7.37 ng 290596  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 37
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28

Abundance Scan 2693 (19.161 min): BG047982.D\data.ms (-2686) (-  m/z 57.10 100.00%
5

7.1
5000 97.1
‘ 19.00 1950
169.2 : :
0 “‘J‘J‘L‘umucul??? 2071 2860 . m/z 97.10  42.90%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 A e
19.00 19.50
113.0 m/z 113.10 40.66%
O——— ‘M\“\‘ ‘\‘h“\“‘ \““\ T ‘1\6§(\)\ L B B B B
miz--> 50 100 150 200 250 300
Abundance #149986: Cyclohexane, 1,1'-[1,2-bis(1,1-dimethylethyl)-1,
57.0
o et
19.00 19.50
5000 97.0 m/z 55.05 29.32%
153.0
ol L
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate T —
57.0 19.00 19.50
m/z 83.10 22.60%
5000
97.0
169.
OlsoJ‘h‘\\‘ 1310 1999 5070 311
A e i A BEAE T o e P
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BGO12121.M Mon Jan 25 04:19:37 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 unknownl9.243 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.243 2.06 ng 81396  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 43
2 Hexanoic acid, 5-tridecyl ester 298 (C19H3802 1000279-29-4 38
3 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 38
4 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 37
5 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 37

Abundance Scan 2707 (19.243 min): BG047982.D\data.ms (-2703) (- m/z 57.10 100.00%
57.1

99.1
5000
‘ ‘ ‘ ‘ 155.1 19.00 19.50
220.9 ' : -
- ‘m‘ww“ \,“ po263L 34 2 99.10  76.35%
miz--> 50 100 150 200 250 300 350
Abundance #58758: 1-Pyrrolidinocarbonylmethyl piperazine
99.0
5000 el ==
56.0 19.00 19.50
155.0 m/z 55.10 27.36%
‘H ! ‘ | ‘ ‘ 197.0
O\\\\“\“\h\‘\‘\‘\\\"”\“\}\“\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143157: Hexanoic acid, 5-tridecyl ester
99.0
— —
19.00 19.50
5000 43.0 m/z 69.10 23.54%
‘ 182.0
NEE 0 W OV - R
miz--> 50 100 150 200 250 300 350
Abundance #29113: 2(3H)-Furanone, 5-butyldihydro-4-methyl-, cis- P ——
99.0 19.00 19.50
m/z 111.05 22.03%
BN MWM
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\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
19.654 7.11 ng 350139 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2777 (19 654 min): BG047982.D\data.ms (-2772) (- m/z 73.10 100.00%

5000 129.0 241.2
185.2
S o
284.3 19.50 20.00
ol 0 TR TH VR R I WY “u Ao m/z 43.10 98.80%
miz--> 50 150 200 250 300 350
Abundance #131260. Octadecanoic acid
43.0
5000 S ——
129.0 284.0 19.50 20.00
m/z 57.05 90.74%
‘ 185.0 241.0
oL ‘h‘ H‘\\‘\ H‘H ‘H‘\ il \‘ ‘\ “‘\ NEE “ “ , ‘\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
’J
T e
19.50 20.00
5000 129.0 ITI/Z 60.05 88.91%
29.0
‘ 199.0 2420
OH‘HH \uh\\\\u‘\m“\\‘ HH“‘HH‘HH“
miz--> 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid et R
73.0 19.50 20.00
m/z 55.10 84.58%
5000
129.0
185.0 228.0
O\\“\ HM‘ h” ML m ‘ : ‘ ; . ‘ .
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\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 Cyclohexane, 1-methyl-3-pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.794 2.42 ng 119072 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 64
2 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 59
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
4 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 53
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 53

Abundance Scan 2971 (20.794 min): BG047982.D\data.ms (-2967) (- m/z 97.10 100.00%
97.1

=

5000
2050 2100
41. . .
207.0 281.0 :
Ol bba b 158220050 2510 3421 4009 489. ;571  55.39%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36853: Cyclohexane, 1-methyl-3-pentyl-
97.0
5000 T T T T T T
41 20.50 21.00
m/z 55.10 18.48%
H 168.0
O \\\H“L“\\\h\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2950: 4H-1,2,4-Triazole, 4-ethyl-
97.0
= —
20.50 21.00
5000 ITI/Z 113.10 10.71%
28.0
0 M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis- T =
97.0 20.50 21.00
m/z 69.10 9.42%
5000
41.0
o””‘“ ol -
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\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 unknown21.012 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.012 11.52 ng 567456 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 38
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
4 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
Abundance Scan 3008 (21.012 min): BG047982.D\data.ms (-3004) (- 57.10 100.00%
57.1
‘ ‘ ‘ 169.2 295 9 21 00
O bbby | 22592 2951 3869 429, n/z 97.85  50.64%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 ; ’\/\"‘
21 00

m/z 113.05 46.12%

H‘\ ‘H‘\ I
‘\\\

miz—> 0 50 100 150 200 250 300 350 400
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate

O

57.0
=TT T
21.00
5000 m/z 55.10 29.27%
ol ‘| ‘ ’ 127.0 2110
T T e e R R R R
miz--> 0 50 100 150 200 250 300 350 400
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0 21 00

m/z 83.10 23.17%

) J\/J\\
169.
0 m‘\ | ng.o 690 270 3110

m/z--> 0 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\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 unknown21.065 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.065 2.58 ng 127191 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 47
2 Malonic acid, di(2,4-dimethylpen... 300 C17H3204 1000349-02-5 43
3 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 42
4 1,4-Dioxaspiro[4.5]decan-8-one 156 C8H1203 004746-97-8 35

5 N-(4-Bromo-3-methyl-phenyl)-N'-(... 368 C15H21BrN402 1000294-59-4 35

Abundance Scan 3017 (21.065 min): BG047982.D\data.ms (-3013) (- m/z 99.10 100.00%

99.1
5000
41.Q 155.1
RN \
‘ \ ‘ ‘ 207.9 266.1 357.2 2100
obd b i L 2079 2601 9572 429/, 57.10  98.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #115151: Tributyl phosphate
99.0
5000 s :
21.00
155.0 7
41.0 m/z 69.16  37.41%
\ ‘ 211.0
O\\h‘\‘f‘[“‘\\\\1‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #144702: Malonic acid, di(2,4-dimethylpent-3-yl) ester
99.0
S |
21.00
5000 m/z 97.05  31.36%
43.
159.0
miz--> 50 100 150 200 250 300 350 400 J\“
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene I I
99.0 21.00
m/z 55.05 29.80%
43.0
5000
155.0
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\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39

Operator : CG/JU

Sample : M1191-07 :
Misc : 0023-SITE-WATER-044

ALS vial : 9 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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.417 7.01 ng 345409 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3077 (21.417 min): BG047982.D\data.ms (-3073) (- m/z 55.10 100.00%

55.1
5000
11.1
e
‘ ‘ 52 2970 2680 327. 21.50
0 Hu‘hmH | ww‘mH_Hw?’”?‘m“flﬁ' m/z 43.10  97.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
07.0
5000 L
21.50
m/z 57.10 95.40%
O‘V_JJVJM “} ‘H“h i “\c\)\ T ‘2\2\4\\0‘ L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
R
21.50
5000 m/z 69.10  81.67%
illl I
oL LT o0 200
miz--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester e
57.0 21.50
m/z 83.05 71.99%
5000
169.0
ol UL T sso oo A
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47982.D

Acqg On : 22 Jan 2021 17:39
Operator : CG/JU

Sample : M1191-07

Misc :

ALS vial : 9 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 ... 18.391 13.2 ng 519780 4 17.504 788653 20.0
2,4,4,6,6,8,8-H... 19.161 7.4 ng 200596 4 17.504 788653 20.0
unknown19.243 19.243 2.1 ng 81396 4 17.504 788653 20.0
Octadecanoic acid 19.654 7.1 ng 350139 5 21.781 984910 20.0
Cyclohexane, 1-... 20.794 2.4 ng 119072 5 21.781 984910 20.0
unknown21.012 21.012 11.5 ng 567456 5 21.781 984910 20.0
unknown21.065 21.065 2.6 ng 127191 5 21.781 984910 20.0
Trichloroacetic... 21.417 7.9 ng 345409 5 21.781 984910 20.0
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