LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On - 15 Oct 2019 20:27 Instrument :
Operator : JU BNA_G

Sample  : K5301-02 UGl
Misc i EFF-WASTE-WATER
ALS Vial : 15 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-BG092519 .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 4.060 159 165 174 rBV 965993 1601695 1.01% 0.255%
2 8.144 850 860 881 rVB 4945730 10818811 6.80% 1.723%
3 8.913 942 991 995 rBV4 570845 4708797 2.96% 0.750%
4 9.618 1069 1111 1122 rBV2 3464636 10595529 6.66% 1.688%
5 10.688 1210 1293 1294 rBV2 2236122 29346270 18.44% 4_.675%
6 13.302 1680 1738 1741 rBV2 5651420 45525031 28.61% 7.252%
7 14.795 1986 1992 1998 rVB 5636793 7751575 4.87% 1.235%
8 15.465 2041 2106 2107 rBV 16207930 159140075 100.00% 25.352%
9 16.581 2290 2296 2299 rBV 1901510 2521163 1.58% 0.402%
0 16.663 2306 2310 2315 rVV 2015566 3336498 2.10% 0.532%
11 16.716 2315 2319 2334 rVB3 1263539 2958840 1.86% 0.471%
12 17.045 2341 2375 2378 rBV 16614091 93476781 58.74% 14.891%
13 17.221 2400 2405 2420 rVB 1465653 2884016 1.81% 0.459%
14 17.345 2421 2426 2431 rVB 3209590 3873603 2.43% 0.617%
15 18.443 2590 2613 2616 rBVY 16468596 66977810 42.09% 10.670%
16 18.479 2616 2619 2631 rVB 4585474 7291595 4 _.58% 1.162%
17 18.637 2641 2646 2659 rVB 1856777 3931704 2.47% 0.626%
18 18.743 2659 2664 2670 rVB 3231620 3841071 2.41% 0.612%
19 19.231 2742 2747 2749 rBV3 1592153 2362302 1.48% 0.376%
20 19.260 2749 2752 2756 rVB 3223705 3961196 2.49% 0.631%
21 19.577 2786 2806 2812 rBV2 24364219 75554437 A47.48% 12.036%
22 19.666 2815 2821 2829 rVB 9637593 17534498 11.02% 2.793%
23 19.777 2836 2840 2841 rBVY 2003135 2204668 1.39% 0.351%
24 19.807 2841 2845 2848 rVV 11320958 14427926 9.07% 2.298%
25 19.842 2848 2851 2860 rVB 4841007 6615032 4.16% 1.054%
26 19.930 2860 2866 2875 rVB2 8276115 10887165 6.84% 1.734%
27 20.047 2881 2886 2892 rVB 2753898 3842723 2.41% 0.612%
28 20.682 2989 2994 3002 rBVY 1053520 1836804 1.15% 0.293%
29 21.346 3102 3107 3120 rVB 2481458 3410263 2.14% 0.543%
30 22.498 3293 3303 3311 rVB5 500465 1731537 1.09% 0.276%
31 22.644 3320 3328 3342 rVB5 752526 2474422 1.55% 0.394%
32 22.838 3354 3361 3378 rBV 788912 2780124 1.75% 0.443%
33 27.022 4066 4073 4089 rVB2 765372 2730683 1.72% 0.435%
34 27.251 4100 4112 4126 rVB2 1398670 5044160 3.17% 0.804%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample : K5301-02 e T T
Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 30.471 4647 4660 4670 rBv4 897596 4642805 2.92% 0.740%

36 30.588 4673 4680 4695 rVB3 1254167 5102233 3.21% 0.813%

Sum of corrected areas: 627723842
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

04
Time-->

TIC: BG043227.D

8.14

9.62
10

4.06 8.01

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0!

TIC: BG043227.D

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
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BG043227.D

0

84 27.63:25 3®a59
__/\./\/\

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1 1-Hexanol, 2-ethyl- Concentration Rank 14

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

8.14 20.00 ng 10818800 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
3 Chloroacetic acid. 2-ethvlhexvl ... 206 C10H19CI02 005345-58-4 59
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 53
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47

Abundance Scan 859 (8.138 min): BG043227.D (-850) (-) m/z 57.10 100.00%
5000
7.80 8.00 8.20 8.40
o m/z 41.10 44 .34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13669: 1-Hexanol, 2-ethyl-
s7
5000 41 LR RN LS AR
0 7.80 8.00 8.20 8.40
29 83 m/z 55.10 34.86%
0 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13668: 2-Propyl-1-pentanol
57
7.80 8.00 8.20 8.40
5000 a1 m/z 43.10 34.23%
70
83
0"v%§|'“LM“'“l'“l'i'v"“"“ljh'v'?ﬁ'"ﬁ%%'l“""'w"“l'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #65535: Chloroacetic acid, 2-ethylhexyl ester T
57 70 7.80 8.00 8.20 8.40
m/z 56.10 26.27%
5000
83
. H Ll e B2 19 s
m/z--> 10 20 3'0 4'0 5'0 6|0 70 8IO 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 2 Octanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.69 20.00 ng 29346300 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 98
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 80
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50
Abundance Scan 1293 (10.688 min): BG043227.D (-1210) (-) m/z 60.05 100.00%
60
5000 41
101
8 10.40 10.60 10.80 11.00
) — ol ptenss 22 m/z 73.10 71.27%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60
5000 4
10.40 10.60 10.80 11.00
101 m/z 41.10 42 .72%
oL15 8 | [129
m/z--> 50 160 1%0 260 2%0 360 3éo
Abundance #102674: Octanoic acid, silver(1+) salt
60
127 110.40 10,60 10.80 11.00
5000 m/z 43.10 41 .75%
4
85
o WD 199 216 249 273 359
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #8069: Hexanoic acid ...,....,....,....%....
60 10.40 10.60 10.80 11.00
m/z 55.10 39.30%
5000{ d/f////r////ff/r/»f/”
87
0 "'[}J"'l%l?" LY UL UL UL S '”I"”I"”I"”&"”
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Dodecanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.79 20.00 ng 7751580 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 96
2 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 93
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 91
4 Dodecanoic acid. 2-methvl- 214 C13H2602 002874-74-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 80

Abundance Scan 1991 (14.789 min): BG043227.D (-1986) (-) m/z 74.10 100.00%
%
87
5000
43 55
143 171 AR B BN SRR B
101 115 129 157 183 14.40 14.60 14.80 15.00 15.20
0...,....',M...!”,.'.L.l,II..."l'...'.l..l..l....,..l..ll.'..]iglg..z.l.ﬂr. m/z 87.10 71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72688: Dodecanoic acid, methyl ester
7
87
5000 LR SR BRI SRS B
55 1440 1460 14.80 15.00 15.20
43 171 m/z 55.10 31.99%
129 183
s 2 | .LII, Al g 8 | 1871 T 109 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72721: Undecanoic acid, 10-methyl-, methyl ester
7%
87 14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 31.04%
143 171
0 MJMWmm\@‘me
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39522. Nonanoic acid, methy! ester RERREEEEE Sy e
74 14.40 14.60 14.80 15.00 15.20
m/z 41.10 29.53%
87
5000
43 32 129141
L5 2 Lo s T s ar
m/z--> 20 ' ' 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.46 410.60 ng 159140000 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Undecanoic acid 186 C11H2202 000112-37-8 45
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35
5 Nonanoic acid 158 C9H1802 000112-05-0 35
Abundance Scan 2105 (15.459 min): BG043227.D (-2041) (-) m/z 73.10 100.00%
7
41
5000 129 157 Lﬁ_
i \ 200 ' 15.20 15,40 15.60 15.80
o! WIS s | 227 289281 325 355 | "m/z 60.05  85.85%
m/z--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid
60
T L
5000 129 L L UL SULRILN I

15.20 15.40 15.60 15.80

85 157
‘ m/z 41.10 65.94%
11 200
oS 4 ..'J,'.Jlgg e
m/z--> 50 100 150 200 250 300 350
Abundance #50052: Undecanoic acid
41 60
e IR i
15.20 15.40 15.60 15.80
5000 m/z 55.10 63.94%
‘ 87 129
157
sl Wl e | o7 0
m/z--> 50 100 150 200 250 300 350 L
Abundance #39474: n-Decanoic acid e AR L s R
73 15.20 15.40 15.60 15.80
m/z 43.10 58.54%
129
5000
43
101
0 H i h I\ LL‘ \155172 L/L

dl]
LI B B T LI B N R B BB N NS B B L A LINLL I L L L L LB BB

m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 5 Tetradecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.05 482.64 ng 93476800 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Undecanoic acid 186 C11H2202 000112-37-8 49
4 Octanoic acid 144 C8H1602 000124-07-2 22
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 15
Abundance Scan 2376 (17.051 min): BG043227.D (-2341) (-) m/z 73.10 100.00%
73
4s 129 185
5000 L___
o7 ZTS S/ UGS -
157 16.80 17.00 17.20 17.40
0 i .I, [l | bos | 267287 325 3% 401 o 7tg0 70 81.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84454: Tetradecanoic acid
43 |73
5000 129 228
16.80 17.00 17.20 17.40
97 185 m/z 185.20 71.56%
o 18 157
m/z--> 50 100 150 200 250 300 350 400
Abundance #39474: n-Decanoic acid
73
120 " 16.80 17.00 17.20 17.40
5000 m/z 129.10 65.05%
43
0= "Jl“‘J“H}${L' l'll'lz% U DALY SURLELELY UL SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #50052: Undecanoic acid mmmm e AR R
60 16.80 17.00 17.20 17.40
m/z 55.10 62.27%
5000{ 29
w g7 129
Loy e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Isopropyl myristate Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.34 20.00 ng 3873600 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl mvristate 270 C17H3402 000110-27-0 91
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 27
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 25
4 Dodecanoic acid. l-methvlethvl e... 242 C15H3002 010233-13-3 16
5 Nonanoic acid, l-methylethyl ester 200 C12H2402 028267-32-5 16

Abundance Scan 2425 (17.339 min): BG043227.D (-2421) (-) m/z 43.10 100.00%

43

5000 102 228
73
129 185 L
17.00 17.20 17.40 17.60
157
- PO B .'.l.%o....,??o..,....,...3?1, A9 'm/z 60.10 60.65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #119371: Isopropyl myristate

43

5000

0!

-

17.00 17.20 17.40 17.60

m/z 41.10 53.47%

m/z--> 50 100 150 200 250 300 350 400
Abundance #72684: n-Capric acid isopropyl ester
43
17.00 17.20 17.40 17.60
5000 m/z 57.10 48.87%
73 102
129 155
OHV I o . 2.
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60 17.00 17.20 17.40 17.60
m/z 228.15 47 .92%
5000 129
83
157 185 213 256
0..{,' qﬁw.ﬂﬂ.ﬁﬂ.y.u..\....,....,....,... R o
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknownl18.48 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.48 37.65 ng 7291600 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.15-Pentadecanedioic acid 272 C15H2804 001460-18-0 46
2 Dodecanedioic acid 230 C12H2204 000693-23-2 43
3 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 25
4 3H-Pvrazol-3-one. 2.4-dihvdro-5-... 98 C4H6N20 000108-26-9 15
5 Cyclopentanone, 2-(1-methylpropyl)- 140 C9H160 006376-92-7 15
Abundance Scan 2619 (18.479 min): BG043227.D (-2616) (-) m/z 98.10 100.00%
183
5000 55 132
rerpr T T T T T T T T T T T T
18.20 18.40 18.60 18.80
o T8l 12T ] 207 232 255 281302325 355  AOL | yzzT g4 10 77.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #120783: 1,15-Pentadecanedioic acid

2

5000
18.20 18.40 18.60 18.80

m/z 183.20 70.13%

126 152 175]_95

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #85719: Dodecanedioic acid

-

18.20 18.40 18.60 18.80

5000 55 m/z 132.10 44 .22%
29 [12 153 194
0 ‘.“,“.‘.“.‘,‘b.‘.‘.‘2.1‘.1.. A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #18706: Cyclohexanone, 2-propy!- R mARI o
98 18.20 18.40 18.60 18.80

m/z 55.10 40.98%

5000

2

o

T T
00 150 200 250 300 350 400 18.20 18.40 18.60 18.80

55
27‘{
e i o
50 1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 8 1-Decanol, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.64 20.30 ng 3931700 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 94
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 94
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
Abundance Scan 2646 (18.637 min): BG043227.D (-2641) (-) m/z 57.10 100.00%

- T JLJM
111

3 l 139 167 224 18 40 18.60 18.80 19.00
ol | 173" 167 195 224 252 284 355 m/z 43.10 65.42%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanol, 2-octyl-

5000 83
18140 18/60 18.80 19.00
111 m/z 55.10 59.10%

139
0 FUUG N R
m/z--> 50 100 150 200 250 300 350
Abundance #119526: 1-Dodecanol, 2-hexyl-
57

18 40 18.60 18.80 19.00

5000 85 m/z 71.10 59.05%
111
29
oLl di | b L1 167 196 224 252369

i T —
m/z--> 50 150 200 250 300 350
Abundance #95991: 1-Decanol, 2-hexyl-

57 18.40 18.60 18.80 19.00

m/z 41.10 48.44%

5000
29
111
L L‘ nl?g 196 224

0‘ ; T | L L L L —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 9 1i-Propyl 14-methyl-pentadec... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.74 19.83 ng 3841070 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 i-Propvl 14-methvl-pentadecanoate 298 C19H3802 1000336-62-4 90
2 lIsopropvl palmitate 298 C19H3802 000142-91-6 58
3 Isopropvl mvristate 270 C17H3402 000110-27-0 43
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
5 Nonanoic acid, l-methylethyl ester 200 C12H2402 028267-32-5 35
Abundance Scan 2663 (18.737 min): BG043227.D (-2659) (-) m/z 43.10 100.00%
43
60
5000 102 256
239
83 129 213
| 157 185 081208 327 18.40 18.60 18.80 19.00
Obr et e P e m/z 60.10 59.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143170: i-Propyl 14-methyl-pentadecanoate
57 102 256
5000 83 AR URRE
129 18.40 18.60 18.80 19.00
157 185 233 239 m/z 41.10 53.21%
0 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143138: Isopropyl palmitate
43 60
102 N AR I BN I
18.40 18.60 18.80 19.00
5000 m/z 57.10 52.20%
256
129
157 185 213 239
RECTHD
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119373: Isopropyl myristate R e B B
43 0 102 18.40 18.60 18.80 19.00
m/z 55.10 47 .98%
5000 998
129 211
Obrerprreber ‘ inll v %.591.‘??. A O A — A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18140 18,60 18,80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 10 9-Octadecenoic acid (Z)-, m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.26 20.45 ng 3961200 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 97
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97

Abundance Scan 2752 (19.260 min): BG043227.D (-2749) (-) m/z 55.10 100.00%

5000

A

19. OO 19. 20 19. 40 19 60
296
ol 325 355 401 447475 m/z  69.10 67.21%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000
10,00 19120 10.40 19.60
111 m/z 41.10 62.82%

. 180 222 264 296
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester

19.00 19.20 19.40 19.60
m/z 83.10 55.65%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141287: 14-Octadecenoic acid, methyl ester

19.00 19.20 19.40 19.60
m/z 74.10 53.40%

5000

m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 11 9-Octadecenoic acid, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.58 443.10 ng 75554400 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 98
2 Oleic Acid 282 C18H3402 000112-80-1 98
3 cis-13-0ctadecenoic acid 282 C18H3402 013126-39-1 95
4 1-Nonadecene 266 C19H38 018435-45-5 95
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 94

Abundance Scan 2806 (19.577 min): BG043227.D (-2786) (-) m/z 55.10 100.00%

5000

T

19. 20 19. 40 19 60 19. 80 20. OO
o 287 326 355 400 429 473 m/z  69.10 90.88%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129353: 9-Octadecenoic acid, (E)-
55
83

19.20 19.40 19.60 19.80 20.00
111 m/z 83.10 81.77%

264
‘1 137 165 193 222
O+ is
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129338: Oleic Acid
55
83

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_‘
19.20 19.40 19.60 19.80 20.00
5000 m/z 41.10 79.22%

o i
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #129347: cis-13-Octadecenoic acid B
55 19. 20 19. 40 19 60 19. 80 20. OO
m/z 97.10 73.34%

5000 83
h l Pll
29 37 165 264
193 222
o NN RS 1

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 12 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.67 102.83 ng 17534500 Chrysene-di12 21.70
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59

Abundance Scan 2822 (19.671 min): BG043227.D (-2815) (-) m/z 73.10 100.00%

43

5000

19 40 19.60 19.80 20.00
o 313 343369 415 447 475 m/z 60.10 80.32%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid

5000 S LB I A o o
19. 40 19 60 19. 80 2000

m/z 43.10 68 .34%

O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
43 73
R e e R
19.40 19.60 19.80 20.00
5000 129 m/z 57.10 65.05%
97 199
h 157 { 242
ET I 1 0 W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid I Rman B S
73 19.40 19.60 19.80 20.00
43 m/z 55.10 63.04%
5000 129
171
97 \ \ 214
of Y N R SANAS S
m/z--> 0 50 100 150 200 250 300 350 400 450 19. 40 19.60 19.80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 13 n-Propyl 9-octadecenoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.81 84 .61 ng 14427900 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 i-Propvl 9-octadecenoate 324 C21H4002 1000336-67-1 98
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 93
3 n-Propvl 9-octadecenoate 324 C21H4002 1000336-71-6 89
4 n-Propvl l1ll-octadecenoate 324 C21H4002 1000336-71-7 87
5 Elaidic acid, isopropyl ester 324 C21H4002 022147-34-8 83
Abundance Scan 2846 (19.812 min): BG043227.D (-2841) (-) m/z 55.10 100.00%

5000

19.40 19.60 19.80 20.00 20.20
m/z 83.10 90.89%

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164501: i-Propyl 9-octadecenoate

83

264

5000
19.40 19.60 19.80 20.00 20.20
0
137 165 .. 220 m/z 69.10 90.57%
193
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129353: 9-Octadecenoic acid, (E)-
56
83 N L L B N B BN
19.40 19.60 19.80 20.00 20.20
5000 m/z 97.10 86.10%
111
264
Ll 137 165 193 222
T I ‘I‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164502: n-Propyl 9-octadecenoate
56 265 19.40 19.60 19.80 20.00 20.20
83 m/z 43.10 82.75%
5000 11 -
180
137 ‘ 324
m/z--> 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 14 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.84 38.79 ng 6615030 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 94
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 2851 (19.842 min): BG043227.D (-2848) (-) m/z 57.10 100.00%
g7
5000
Wlui
R R LR s
139 19.60 19.80 20.00 20.20
167
ol il 1 by 707 196 224 262276296318 356 401 m/z 71.10 66.02%
m/z--> 50 150 200 250 300 350 400
Abundance #143260: 1-Dodecanoal, 2-octyl-
57

19. 60 19. 80 20. OO 20. 20
11 m/z 43.10 62.49%

5000

0 139 167 106 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
I RS e
19.60 19.80 20.00 20.20
5000 85 m/z 55.10 58.69%
111
29 I
ol L) P 367 00 220 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- A REEEE B e
57 19.60 19.80 20.00 20.20
m/z 85.10 49 .25%
83
5000
29 111
139 168 196
0 A l ST 27 258 S — T
m/z--> 50 5 200 250 300 350 400 19.60 19.80 20.00 20. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 15 Isopropyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.93 63.85 ng 10887200 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 78
2 lIsopropvl stearate 326 C21H4202 000112-10-7 74
3 1-Propvl 16-methvl-heptadecanoate 326 C21H4202 1000336-66-3 43
4 Isopropvl palmitate 298 C19H3802 000142-91-6 35
5 Acenaphtho[1l,2-b]Jquinoxaline, 9-... 284 C19H12N20 026832-43-9 16
Abundance Scan 2866 (19.930 min): BG043227.D (-2860) (-) m/z 43.10 100.00%
43 284
5000
19.60 19.80 20.00 20.20
oLt 326 355 m/z 284.25 82.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131260: Octadecanoic acid

5000
19.60 19.80 20.00 20.20

m/z 102.10 61.94%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #166202: Isopropyl stearate
43
102
28 19.60 19.80 20.00 20.20
5000 71 4 m/z 60.10 60.21%
129
241
A I S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #166230: i-Propyl 16-methyl-heptadecanoate e  ALLEEREREEEE R
7 102 284 19.60 19.80 20.00 20.20

m/z 57.10 59.07%

5000

m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20. 00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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

16 Isobutyl octan-2-yl carbonate

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.35 20.00 ng 3410260  Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 53

068144-72-9 47
1000365-16-0 43

2 Dichloroacetic acid. 2-ethvlhexv... 240 C10H18Cl1202
3 2-Ethvl-1-hexanol. heptafluorobu... 326 C12H17F702

4 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 30
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 30
Abundance Scan 3108 (21.352 min): BG043227.D (-3102) (-) m/z 57.10 100.00%
57
e ._ﬂum,.~v-—/\-_J\V~/—ﬁ~—
21.00 2120 21.40 21.60
157 185 213 . . . .
o 45 M1 "m/z 71.10 65.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85978: Isobutyl octan-2-yl carbonate
57
5000 LA L L N L L L L I
21.00 21.20 21.40 21.60
83112 m/z 70.10 61.13%
29
oL 2T s 1m0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #93451: Dichloroacetic acid, 2-ethylhexy! ester
57
USRS UV
21.00 21.20 21.40 21.60
5000 m/z 43.10 59.57%
83
2
0 zdgnw‘ M 142 175
L O B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165275: 2-Ethyl-1-hexanol, heptafluorobutyrate A B o
57 21.00 21.20 21.40 21.60
m/z 112.15 52.70%
5000
83
29 169
o |] 2 197 227253
B B e e e o R
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 17 1-Eicosene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
27.02 19.64 ng 2730680 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
3 1-Dodecanol. 2-octvl-. acetate 340 C22H4402 074051-84-6 60
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 58
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 58
Abundance Scan 4073 (27.022 min): BG043227.D (-4066) (-) m/z 57.10 100.00%
57
5000 83 201 _~¢-///MMh/ﬁ\\ij/\\N“/\n
R AU SR SRR IR
280 26.80 27.00 27.20 27.40
252
oL 224 325350 396 430 n/z 43.10 68.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene
48
83
5000 LR BRI DR DU B
111 26,80 27.00 2720 27.40
280 m/z 83.10 50.13%
139
0 J Al | ] (! .11?74 209 2512
m/z--> 55 160 1%0 260 250 300 3%0 460 '
Abundance #104157: E-15-Heptadecenal
43
83 " 26,80 27.00 27.20 27.40
5000 m/z 71.10 50.06%
111
oL Ld1) ) J |139 168 106 224 252
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #177145: 1-Dodecanol, 2-octyl-, acetate e R REEEs B
43 26.80 27.00 27.20 27.40
m/z 55.10 48 .00%
N 83 J\\A‘
‘ 111
139
67 280
oLl i L Ll 196228292 77 322 T
m/z--> 50 100 150 200 250 300 350 400 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 18 1-Hexadecanethiol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

27.25 36.29 ng 5044160 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 86
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 64
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 58
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 52

5 Trichloroacetic acid, 4-hexadecy... 386 C18H33C1302 1000282-92-4 46

Abundance Scan 4112 (27.251 min): BG043227.D (-4100) (-) m/z 57.10 100.00%

8

5000
27.00 27.20 27.40 27.60
Y — 284311338367 419 462 537 m/z 43.10 61.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109270: 1-Hexadecanethiol
55 83
5000 LA L B L L L L LB
27.00 27.20 27.40 27.60
%7 m/z 71.10 57 .55%
ol MU E

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119526: 1-Dodecanol, 2-hexyl-

-

27.00 27.20 27.40 27.60

5000 a5 m/z 55.10 51.16%
29
25
ol | 154182 224252
R e S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119525: 1-Decanoal, 2-octyl- B A maEm e
57 27.00 27.20 27.40 27.60
m/z 69.10 44 _91%
5000 P
29 -
0 | 194182 224252
T e R B T Rt
mz-> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Aca On : 15 Oct 2019 20:27

Operator :© JU

Sample - K5301-02 e T T
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 19 2-Octyldecyl propionate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
30.47 33.40 ng 4642810 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octvldecvl propionate 326 C21H4202 1000368-56-3 70
2 2-Octvldecvl isobutvrate 340 C22H4402 1000368-56-4 70
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 64
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 64
5 2-Octyldecyl acetate 312 C20H4002 1000368-55-8 62
Abundance Scan 4660 (30.471 min): BG043227.D (-4647) (-) m/z 57.10 100.00%
57
5000 _~’¢ﬂ,,/f”‘\///\v/\\\,axﬁ_,__~
LU AR SUNA S
30.20 30.40 30.60 30.80
o 297323351 395419 490 m/z 43.10 58 70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166207: 2-Octyldecyl propionate
g7
5000 L RN BN SULLIL UM
83 30.20 30.40 30.60 30.80
29 111 139 m/z 71.10 55.86%
0 L1 181 224252 297
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #177136: 2-Octyldecyl isobutyrate
43 71
30,20 30.40 30.60 30.80
5000 97 m/z 55.10 48.95%
139
oA ‘ L l | l 68106 2242 297399
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #143260: 1-Dodecanoal, Z-OCtyl- LI L L LB L
57 30.20 30.40 30.60 30.80
m/z 83.10 48.34%
5000 83
111
29
oL |l 139 167 196 204 252 280
m/z--> 56 100 150 200 250 300 350 400 450 ' 3020 30.40 30.60 30.80
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

- JU

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
BG043227.D

15 Oct 2019 20:27

K5301-02

15 Sample Multiplier: 1

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 20 1-Dodecanol, 2-hexyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
30.59 36.71 ng 5102230 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 62
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 58
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 58
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49

5 Carbonic acid,

isobutyl octadecy... 370 C23H4603

1000314-61-5 46

Abundance Scan 4680 (30.588 min): BG043227.D (-4673) (-) m/z 57.10 100.00%
57
5000 g5 111
257
B e
30.20 30.40 30.60 30.80 31.00
297
o i SA330T3L 429 40 | Tnyz 43.10 60.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85 | BN L L L L LB B
111 30.20 30.40 30.60 30.80 31.00
29 M l m/z 71.10 56.15%
139 167 196 224 252
o.L.,n.!l..kep..Fgﬁ...f...w....,...w....,...w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
R B e e
30.20 30.40 30.60 30.80 31.00
5000 83 m/z 111.10 49_27%
111
29 l
139
ol d Ll 7 26706220 252280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl- e AR By
57 30.20 30.40 30.60 30.80 31.00
m/z 85.10 45_.93%
5000 83
111
oL dd IL (139 168196 224
i Tt T e e A T e s e SN e
m/z--> 50 100 150 200 250 300 350 400 450 30.20 30.40 30.60 30.80 31.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\

Data File : BG043227.D

Acq On - 15 Oct 2019 20:27 Instrument :
Operator : JU BNA_G

Sample - K5301-02 ClientSampleld :
Misc : EFF-WASTE-WATER
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Hexanol, 2-ethyl- 8.14 20.0 ng 10818800 1 8.05 10818800 20.0
Octanoic acid 10.69 20.0 ng 29346300 2 10.86 29346300 20.0
Dodecanoic acid, ... 14.79 20.0 ng 7751580 3 14.68 7751580 20.0
Dodecanoic acid 15.46 410.6 ng 159140000 3 14.68 7751580 20.0
Tetradecanoic acid 17.05 482 .6 ng 93476800 4 17.43 3873600 20.0
Isopropyl myristate 17.34 20.0 ng 3873600 4 17.43 3873600 20.0
unknownl18.48 18.48 37.6 ng 7291600 4 17.43 3873600 20.0
1-Decanol, 2-octyl- 18.64 20.3 ng 3931700 4 17.43 3873600 20.0
i-Propyl 14-methy... 18.74 19.8 ng 3841070 4 17.43 3873600 20.0
9-Octadecenoic ac... 19.26 20.4 ng 3961200 4 17.43 3873600 20.0
9-Octadecenoic ac... 19.58 443.1 ng 75554400 5 21.70 3410260 20.0
Pentadecanoic acid 19.67 102.8 ng 17534500 5 21.70 3410260 20.0
n-Propyl 9-octade... 19.81 84.6 ng 14427900 5 21.70 3410260 20.0
Ethanol, 2-(tetra... 19.84 38.8 ng 6615030 5 21.70 3410260 20.0
Isopropyl stearate 19.93 63.9 ng 10887200 5 21.70 3410260 20.0
Isobutyl octan-2-... 21.35 20.0 ng 3410260 5 21.70 3410260 20.0
1-Eicosene 27.02 19.6 ng 2730680 6 24.93 2780120 20.0
1-Hexadecanethiol 27.25 36.3 ng 5044160 6 24.93 2780120 20.0
2-Octyldecyl prop... 30.47 33.4 ng 4642810 6 24.93 2780120 20.0
1-Dodecanol, 2-he... 30.59 36.7 ng 5102230 6 24.93 2780120 20.0
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