LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On : 17 Aug 2018 21:42 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4506-02 UGl
Misc i EFF-WASTE-WATER
ALS Vial : 27 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 F\METHODS\8270-BF080818 .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 4.072 287 295 302 rBVY 1866935 2827110 2.37% 0.644%
2 5.601 549 555 562 rBY 2585096 4903040 4.11% 1.117%
3 5.660 562 565 575 rVB 1017747 1485156 1.24% 0.338%
4 6.801 755 759 763 rBV 840449 1440852 1.21% 0.328%
5 7.019 771 796 798 rBV2 2512456 7350911 6.16% 1.675%
6 7.183 800 824 827 rBV3 11993455 82799220 69.34% 18.868%
7 7.595 889 894 896 rVV 2751019 2697749 2.26% 0.615%
8 8.024 907 967 969 rBVY 7591078 64311117 53.86% 14.655%
9 8.207 993 998 999 rBY 1800394 1885624 1.58% 0.430%
10 8.283 1000 1011 1012 rVV2 3708857 12742104 10.67% 2.904%

11 8.307 1014 1015 1017 rVvV 2741509 2665539 2.23% 0.607%
12 8.330 1018 1019 1022 rVB 2725186 1925429 1.61% 0.439%
13 8.713 1076 1084 1087 rBV2 1279521 2038190 1.71% 0.464%
14 9.301 1165 1184 1186 rBV 3684743 11274174 9.44% 2.569%
15 9.377 1192 1197 1200 rBV 5692334 4948251 4.14% 1.128%

16 9.771 1257 1264 1268 rBV 1339629 1850787 1.55% 0.422%
17 9.871 1277 1281 1289 rVB 1483523 1604950 1.34% 0.366%
18 10.065 1310 1314 1323 rVB 1395067 1378855 1.15% 0.314%
19 10.513 1343 1390 1392 rBV 13682636 119403392 100.00% 27.209%
20 10.807 1435 1440 1444 rBV 1454763 1554136 1.30% 0.354%

21 10.860 1445 1449 1457 rVB2 1878943 2135980 1.79% 0.487%
22 11.089 1482 1488 1490 rBV 4871599 6178223 5.17% 1.408%
23 11.118 1490 1493 1495 rVV 8866699 10847582 9.08% 2.472%
24 11.142 1495 1497 1506 rVV 6092294 7803218 6.54% 1.778%
25 11.236 1508 1513 1516 rVV 1603032 1863584 1.56% 0.425%

26 11.424 1541 1545 1553 rVV 7256698 9811929 8.22% 2.236%
27 11.501 1553 1558 1561 rVV 7329629 6983531 5.85% 1.591%
28 11.989 1637 1641 1646 rBV 2292706 1981486 1.66% 0.452%
29 12.077 1651 1656 1660 rVV 2510073 3274963 2.74% 0.746%
30 12.130 1660 1665 1680 rVV3 1315500 2687747 2.25% 0.612%

31 13.018 1812 1816 1823 rVV 7485721 8952734 7.50% 2.040%
32 13.077 1823 1826 1832 rVV 3592142 3507254 2.94% 0.799%
33 13.148 1834 1838 1841 rVV 3824288 3385628 2.84% 0.772%
34 13.448 1885 1889 1892 rBV 4800866 4169402 3.49% 0.950%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample = J4506-02 e T T
Misc :

ALS Vial : 27 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.806 1946 1950 1952 rBV 3736384 3415207 2.86% 0.778%

36 14.030 1984 1988 1992 rBV 5894377 6133737 5.14% 1.398%
37 14.148 2004 2008 2013 rBV 3100441 2955983 2.48% 0.674%
38 15.389 2215 2219 2229 rVB 993535 1594787 1.34% 0.363%
39 16.718 2437 2445 2453 rVB 2362167 4427305 3.71% 1.009%
40 18.100 2673 2680 2687 rVB 860941 2184000 1.83% 0.498%

41 18.712 2775 2784 2791 rBV3 391485 1301212 1.09% 0.297%
42 18.859 2792 2809 2828 rVB 1988059 12154250 10.18% 2.770%

Sum of corrected areas: 438836328
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

BF108257.D

17 Aug 2018 21:42

JussJ

J4506-02 :
EFF-WASTE-WATER

27 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3

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

7.18 225.28 ng 82799200 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 47
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42

Abundance Scan 823 (7.177 min): BF108257.D (-800) (-) m/z 57.10 100.00%
57.1
5000 41.1
83.1
d 9ﬂ5%ﬂ9w9 6.80 7.00 7.20 7.40 7.60
o el SRAZCASLO Ny 2070 0 Thgz 41,10 0 43.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13667: 1-Hexanol, 2-ethyl-
57.0
5000 S RARARRARRS RARASAARREN
41.0 6.80 7.00 7.20 7.40 7.60
830 m/z 43.10 37.33%
0 S T o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74057: Heptyl isobutyl carbonate
57.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 55.10 32.47%
41.0
980
0150 ‘\ | 780 1190 1430 161.0
m/z--> 20 ' 6I éo 160 120 140 160 180 200
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
57.0 6.80 7.00 7.20 7.40 7.60
m/z 70.10 26.52%
5000 41
830 112.0 f
0 'JF%?"J" J'“ T 'JL '|M ""I" T - U SR UL S SN U SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexanoic acid, 2-ethyl- Concentration Rank 2

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

8.02 482.54 ng 64311100 Naphthalene-d8 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 58
2 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 47
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 47
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 43

Abundance Scan 966 (8.019 min): BF108257.D (-907) (-) m/z 73.05 100.00%
74.0
88.1
5000 411 571 : j
101.1
|| ‘ | 116-11291 s 7.60 7.80 8.00 820 8.40
0..,....,....,....,.'...,.'...,....';.!..,... el 1451 Tm/z 88.10  80.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
74.0 880
5000 T T --LT T
41.0 57.0 760 7.80 8.00 820 8.40
270 101.0 116.0 m/z 41.10 47 .05%
ol 150 | ' || 1200 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13454: Pentanoic acid, ethyl ester
29.0 57.0 85.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 85.00 43.84%
73.0 101.0
oL, 120 ‘\‘ n M \‘ ‘ “\ 1190 130.0
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 130 140 150 160
Abundance #30204: Heptanoic acid, 2-ethyl-
73.0 84.0 7.60 7.80 8.00 8.20 8.40
m/z 57.10 43 .30%
5000
101.0
410 55
0 'W""P?T'?”"I"” 'Jj'v"J"“' "'\""""l"“l""v"'l“"|%§?|9“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Decanoic acid Concentration Rank 4

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

9.30 163.53 ng 11274200 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Decanoic acid. silver(1l+) salt 278 C10H19A002 013126-67-5 50
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
4 DL-Arabinose 150 C5H1005 020235-19-2 47
5 Hexanoic acid 116 C6H1202 000142-62-1 46

Abundance Scan 1184 (9.301 min): BF108257.D (-1165) (-) m/z 60.00 100.00%
60.0
5000
129.1
70 9.00 9.20 9.40 9.60
ol By oy w22 | "w/z 73.00 84.70%
m/z--> 50 100 150 200 250 300 350
Abundance #39473: n-Decanoic acid
60.0
5000 129.0
9.00 9.20 9.40 9.60
29.0 m/z 41.10 62 .65%
o IalPl7lllllollJ|||| ?-7.'2..0.|....|....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
9.00 9.20 9.40 9.60
43.0
5000 155.0 m/z 43.10 55.92%
na#
o] I&”W o\ ud 2170 2790 3300 3870
m/z--> 50 100 150 200 250 300 350
Abundance #21817: Propanedioic acid, propyl- L L R L LR IR
60.0 9.00 9.20 9.40 9.60
m/z 55.10 54 _47%
5000
29.0 l
0--‘-”“---|----|----|--------|----|----| —v—v—v—rv—v—v—v—rv—v—v—v—rw
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2(3H)-Furanone, 5-hexyldihy... Concentration Rank 14

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

9.87 23.28 ng 1604950 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-hexvildihvdro- 170 C10H1802 000706-14-9 83
2 2(3H)-Furanone. 5-heptvldihvdro- 184 C11H2002 000104-67-6 83
3 2(3H)-Furanone. dihvdro-5-pentvl- 156 C9H1602 000104-61-0 78
4 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 72
5 2(3H)-Furanone, 5-acetyldihydro- 128 C6H803 029393-32-6 64

Abundance Scan 1281 (9.871 min): BF108257.D (-1277) (-) m/z 85.00 100.00%
84.0
5000
a1
- 128.1 9.60 9.80 10.00 10.20
o T4l ATIL 2071 Thago 41,10 20.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38008: 2(3H)-Furanone, 5-hexyldihydro-
85.0
5000

9.60 9.80 10.00 10.20
m/z 55.10 20.55%

29.0 56.0
128.0
O...,n..ﬂ”.J|.ﬁ.|h.#?R..|J..|”..|.”.|.”.|.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48486: 2(3H)-Furanone, 5-heptyldihydro-
85.0
9.60 9.80 10.00 10.20
5000 m/z 43.10 16.96%
20 0 128.0
Oyl ok A2 1200 1803660
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29039: 2(3H)-Furanone, dihydro-5-pentyl-
85.0 9.60 9.80 10.00 10.20
m/z 56.05 15.23%
5000
290 56.0
0 Iy AN H\. . l 1er0 128'0 156.0
LINLENLIN L L L L L LN L L L L LY L L LY [N O L LB L _l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_r
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Dodecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.51 1731.92 ng 119403000 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Nonanoic acid 158 C9H1802 000112-05-0 49
5 Octanoic acid 144 C8H1602 000124-07-2 46

Abundance Scan 1390 (10.513 min): BF108257.D (-1343) (-) m/z 73.05 100.00%
73.0
411
5000
1291 4574 A
97.1
200.2 10.20 10.40 10.60 10.80
0 LJ.“ 91 2412 2843 "n/z 60.05 94.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61120: Dodecanoic acid
6d.0
5000 10,20 10.40 10.60 10.80
157.0
29.0 8.0 m/z 41.10 67.86%
” ‘ 200.0
o -A'.H.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid
6d.0
10.20 10.40 10.60 10.80
5000 m/z 43.10 66.60%
29.0 85.0 129.0
186.0
do ld W gome ) Lszo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60.0 10.20 10.40 10.60 10.80
m/z 55.10 63.66%
5000 90,0 129.0
‘ 87 0 172.0
0 ...lul..‘l‘.‘..”l“‘ ‘ ‘ h . u\ \H ""'|""' ..l. R R R ARAARARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tridecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.81 22.54 ng 1554140 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
Abundance Scan 1441 (10.812 min): BF108257.D (-1435) (-) m/z 60.00 100.00%

6d.0
411
5000 129.1
85.1 171.1
1111 214.2 10.40 10.60 10.80 11.00 11.20
152.
0 Lu a1 241.2 m/z 73.00 99.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72646: Tridecanoic acid
430 | 739
5000

10.40 10.60 10.80 11.00 11.20
‘ 129.0 214.0 m/z 43.10 79.91%
| e ‘

171.0 -
97.0 |
el M L L a0 | asse |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61120: Dodecanoic acid
6Q0.0

o

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
410 10.40 10.60 10.80 11.00 11.20
5000 1200 m/z 41.10 71.76%
85.0 157.0
111 200.0
L0 w 1 J.uH sl J.,....,....,..??};Q.., —
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240
Abundance #50052: Undecanoic acid B L e I N L
210 60.0 10.40 10.60 10.80 11.00 11.20
’ m/z 55.10 68.81%
5000
‘ 870 129.0
157.0 .
oL 260 H\ il il Imh\ | p 110 ‘ e Y W LV
TTITT TTrTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TT _r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
m/z--> 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.12 31.07 ng 10847600 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 72
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 50
3 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 50
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 50
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 50
Abundance Scan 1493 (11.118 min): BF108257.D (-1490) (-) m/z 57.10 100.00%
57.1
5000
7.1 1402 10.80 11.00 11.20 11.40
o....,.j..f.i,.k.u.e,....2;1?:3.??5.-3...,....,....,....,...., m/z 41.10 22.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty)-
57.0
5000 RN LN BN IR
10.80 11.00 11.20 11.40
m/z 83.10 18.55%
olie.g | | | f10% 1400 21305550
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0 10.80 11.00 11.20 11.40
5000 m/z 69.10 16.60%
39.0
ol J 4 171, 181.0222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #132956: Dodecyl isobuty| carbonate
57.0 10.80 11.00 11.20 11.40
m/z 55.10 16.46%
5000
97.0
m/z--> 50 100 150 200 250 300 350 400 450 10.80 11.00 11.20 11.40

8270-BF080818.M Mon Aug 20 13:56:29 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.14 22.35 ng 7803220 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxy)methvl1- 242 C15H3002 002461-18-9 59
2 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 52
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 50
4 Sulfurous acid. 2-ethvlhexvl oct... 446 C26H5403S 1000309-20-1 50
5 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 50
Abundance Scan 1497 (11.142 min): BF108257.D (-1495) (-) m/z 57.10 100.00%
57.1
5000
831 10.80 11.00 11.20 11.40
1111 : : : :
o 37. 140.2  171.2 194.2213.3 255.3 m/z 41.10 21.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0

5000

10.80 11.00 11.20 11.40
m/z 83.10 15.82%

111.0
140.0 166.0

197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #157576: Trichloroacetic acid, undecyl ester
57.0 , 83.0
10.80 11.00 11.20 11.40
5000 m/z 55.10 15.51%
280 154.0
o Lub 4l 0.0 " 177.0199.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149369: Sulfurous acid, butyl dodecy! ester T RS
57.0 10.80 11.00 11.20 11.40
m/z 43.10 14 .59%
5000
85.0
29.0 ‘
113.0
b e b 0 1290 1890 2o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40

8270-BF080818.M Mon Aug 20 13:56:30 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Decanol, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.42 28.10 ng 9811930 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 2-Hexvl-1-octanol 214 C14H300 019780-79-1 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64

Abundance Scan 1544 (11.418 min): BF108257.D (-1541) (-) m/z 57.10 100.00%

1

5000

111 11.20 11.40 11.60 11.80

m/z 43.10 71.18%

0 139.2 168.2 196.2 224.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95993: 1-Decanol, 2-hexyl-

5000
11.20 11.40 11.60 11.80
29.0 m/z 55.10 54 .39%
0 139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72868: 2-Hexyl-1-octanol
57.0
R RS a e e
11.20 11.40 11.60 11.80
5000 m/z 71.10 51.48%
0 139.0 168.0 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0 11.20 11.40 11.60 11.80
m/z 41.10 49 .01%
5000
111.0
29.0
o 1390 167.0 196.0 224.0 2520 280.0
A IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80

8270-BF080818.M Mon Aug 20 13:56:31 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 Isopropyl myristate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.50 20.00 ng 6983530 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl mvristate 270 C17H3402 000110-27-0 83
2 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 43
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 43
4 Heptanoic acid. 2.2-dimethvl-6-0... 186 C10H1803 000926-27-2 25
5 n-Decanoic acid 172 C10H2002 000334-48-5 22
Abundance Scan 1558 (11.501 min): BF108257.D (-1553) (-) m/z 43.10 100.00%
431
all
73.0 228.2
129.1 185.2
nmnmnmnm
0 ...,....',|- b .|” D 20741 2193 "m/z 60.00 64.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119372: Isopropyl myristate
43.0
\_/\_JLW_..__
11.20 11.40 11.60 11.80
73.0 1200 228.0 m/z 41.10 53.27%
o ,1,5,9,|,|,,.|| ,,.‘!Ill,.:|.|,|., N e 1570 1909 2080 .I'..,....??P.P,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95885: Dodecanoic acid, 1-methylethyl ester

43.0

11.20 11.40 11.60 11.80

5000 m/z 57.10 47 .14%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72684: n-Capric acid isopropyl ester
43.0 11.20 11.40 11.60 11.80
m/z 55.10 42 _.74%
5000
730 102.0
: 155.0
o 129.0 199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11.40 11.60 11.80

8270-BF080818.M Mon Aug 20 13:56:31 2018

EFF-WASTE-WATER

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Dodecanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.02 60.57 ng 8952730 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90
Abundance Scan 1816 (13.018 min): BF108257.D (-1812) (-) m/z 57.10 100.00%

1

5000

-

111.1
12.80 13.00 13.20 13.40

m/z 43.10 66 .99%

o 139.2 167.2 106.2 224.2 252.3 280.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl-

-

12:80 13.00 13.20 13.40
m/z 55.10 58.60%

5000

29.0

. 139.0 167.0 1060 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0

E

12.80 13.00 13.20 13.40
m/z 71.10 56.75%

5000
111.0

1390 167.0 196.0 224.0 252.0 280.0

l%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0 12.80 13.00 13.20 13.40
m/z 41.10 42 .99%
5000
A0 820 241.0
Al d d I e e 20 et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13. 20 13 40

8270-BF080818.M Mon Aug 20 13:56:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, tridecyl ester Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.08 23.73 ng 3507250 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 87
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 86
4 Benzoic acid. heptvl ester 220 C14H2002 007155-12-6 80
5 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 80
Abundance Scan 1827 (13.083 min): BF108257.D (-1823) (-) m/z 123.00 100.00%
128.0
5000
77.1
41.1
168.2 12.80 13.00 13.20 13.40
ol ~.” ,lh. M i) TR 2er2 202 m/z 105.00 80.98%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
128.0 f
5000
12.80 13.00 13.20 13.40
430 "0 m/z 77.10 34.41%
ol b dly iy 18407820 soa0
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecy! ester
123.0
12.80 13.00 13.20 13.40
5000 m/z 55.10 21.14%
430 77.0
0 .‘L .H |th 1!\ U. LI i .“. . |1|68|'91|9\6|'0| T |3|18|'0| —
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester T T e
123.0 12.80 13.00 13.20 13.40
m/z 41.10 19.20%
5000
55.0 83.0
OZZOH | 4Ll 11, | 15401820 224.0252.0 374.0
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

8270-BF080818.M Mon Aug 20 13:56:33 2018 Page: 15



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

BF108257.D

17 Aug 2018 21:42

JussJ

J4506-02 :
EFF-WASTE-WATER

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Benzoic acid, heptadecyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.45 28.21 ng 4169400 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 86
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 83
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 80
5 Benzoic acid, eicosyl ester 402 C27H4602 1000340-23-3 80
Abundance Scan 1889 (13.448 min): BF108257.D (-1885) (-) m/z 123.10 100.00%
128.1
5000
77.1
43.1
182.2 13.20 13.40 13.60 13.80
o b i 15421822 2323 26013042 | 5777105.00  76.88%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
128.0
5000
13.20 13.40 13.60 13.80
43.0 m/z 77.10 34 .80%
oL l| .,h )\ L.I T Y R
m/z--> 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecy! ester
128.0
13.20 13.40 13.60 13.80
5000 m/z 55.10 24 _.91%
430 77.0
0 0wl 1l | 154.0182.0210.0238.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecy! ester T T T T T T
128.0 13.20 13.40 13.60 13.80
m/z 43.10 23.95%
5000
55.0 83.0
OWDMHmML L 154.0182.0 224.0252.0 374.0
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF080818.

M Mon Aug 20 13:56:33 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzoic acid, tetradecyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.81 23.11 ng 3415210 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 95
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 90
4 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 87
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
Abundance Scan 1951 (13.812 min): BF108257.D (-1946) (-) m/z 123.00 100.00%
128.0
5000
s 13140 25050 1250 14100 1450
196.2 - - - - -
ol ,u|'. b ddy b 1682700 F 2491 28903183 ' “n/z 105.00  59.62%
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecy! ester
128.0
5000
13.40 13.60 13.80 14.00 14.20
430 770 m/z 77.00 22.11%
ol I..Il, ) l‘-"'-". A 1680100 8180
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
128.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 17.13%
77.0
43.0
ol L gy i,y 15407829 soa0
m/z--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecy! ester L B L
128.0 13.40 13.60 13.80 14.00 14.20
m/z 43.10 16.17%
5000
430 77.0
0 0 Ll 1L, 154.0182.0210.0238.0 360.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20

8270-BF080818.M Mon Aug 20 13:56:34 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 Isobutyl octan-2-yl carbonate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.03 41.50 ng 6133740 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 72
2 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 53
3 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 43
4 1-Undecene. 9-methvl- 168 C12H24 074630-41-4 38
5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 1000365-19-6 38
Abundance Scan 1988 (14.030 min): BF108257.D (-1984) (-) m/z 57.10 100.00%
57.1
5000 gaq 112.1
239.3 RN U BRI SR B
13.80 14.00 14.20 14.40
o bl 157118522132 | (271.3297.03253 m/z 43.10 58.23%
m/z--> 50 100 150 200 250 300
Abundance #85978: Isobutyl octan-2-yl carbonate
57.0
5000 L S SIS SULRURA B
13.80 14.00 14.20 14.40
8303120 m/z 71.10 55.66%
oL 2L \ |1450173.0
m/z--> 50 100 150 200 250 300
Abundance #211316: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0
13.80 14.00 14.20 14.40
5000 m/z 70.10 54 .45%
83.0 112.0
29.0
241.0
o .“. .|}.J. .“h."l IJ‘II ; .15‘7..0. Il|96.0l — I\ —
m/z--> 50 100 150 200 250 300
Abundance #123755: 2-Ethyl-1-hexanol, pentafluoropropionate
57.0 13.80 14.00 14.20 14.40
m/z 55.10 42 .88%
5000
83.0
ol | e L
oL Jf | | 147.0 177.0203.0
m/z--> 50 100 150 200 250 300 ' 13.80 14.00 14.20 14.40

8270-BF080818.M Mon Aug 20 13:56:35 2018

EFF-WASTE-WATER

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzoic acid, pentadecyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.15 20.00 ng 2955980 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 92
2 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
3 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
4 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 91
5 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
Abundance Scan 2008 (14.148 min): BF108257.D (-2004) (-) m/z 123.05 100.00%
128.1
5000
431 77.0 1 UOPNS | G —
13.80 14.00 14.20 14.40
ol " II ! | b Lly L 154218222103 2631 3323 | “ns5105.00 | 62.73%
m/z--> 50 100 150 200 250 300 350
Abundance #171090: Benzoic acid, pentadecy! ester
128.0
5000
13.80 14.00 14.20 14.40
430 70 m/z 77.05 25.67%
b Ll L sseowozteo e
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester
128.0
13.80 14.00 14.20 14.40
5000 m/z 55.10 22 .65%
55.0 83.0
OﬂpdanL 154.0182.0 224.0252.0 374.0
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecy! ester T
123.0 13.80 14.00 14.20 14.40
m/z 43.10 22 .33%
5000
430 77.0
o by g st oamo U
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.39 20.00 ng 1594790 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 74
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 35
3 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 35
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 25
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 22
Abundance Scan 2219 (15.389 min): BF108257.D (-2215) (-) m/z 57.10 100.00%
51.1

197.2

5000

:

15.00 15.20 15.40 15.60 15.80
m/z 55.10 85.04%

o 231.0 2652 298.3327.2355.0

m/z--> 50 100 150 200 250 300 350
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57.0
112.0 197.0
5000 | NN LI L L L LB L
15.00 15.20 15.40 15.60 15.80
84.0 m/z 71.10 69.65%
29.0 143.0
o 37001 | 2470, 200 2203650
m/z--> 50 100 150 200 250 300 350
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester
71.0
R i SRR
15.00 15.20 15.40 15.60 15.80
5000 43.0 m/z 197.15 68.66%
112.0
R O (T R
m/z--> 50 100 150 200 250 300 350
Abundance #62461: Methoxyacetic acid, 2-ethylhexyl ester REAREEEEEEE RS e
57.0 15.00 15.20 15.40 15.60 15.80

m/z 43.10 52 .44%

5000

(o]

o
=
=

— N
o

29.0

T T I T T
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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-Decanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.72 55.52 ng 4427310 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 62
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 62
3 2-Hexvldecvl acetate 284 C18H3602 082409-75-4 60
4 2-Hexvldecvl propionate 298 C19H3802 1072781-99-7 60
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 58
Abundance Scan 2445 (16.718 min): BF108257.D (-2437) (-) m/z 57.10 100.00%
57.1
U U SR
16.40 16.60 16.80 17.00
0 2032 341l m/z 43.10 68.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119525: 1-Decanol, 2-octyl-
57.0
5000 AUV IR IR
7.0 16,40 16.60 16.80 17.00
r m/z 71.10 49_41%
olzslol A {44 150 as20 2520
m/z--> 50 100 150 200 250 300 350 400
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
16.40 16.60 16.80 17.00
m/ 55.10 46 .04%
5000 970 z (
0l2810] | j L 1399 1820 252.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #131263: 2-Hexyldecy! acetate AL B T
43.0 16.40 16.60 16.80 17.00
m/z 69.10 36.96%
5000
‘ ?260
ol Al | 4680 2240 2660 aoas
m/z--> 200 250 300 350 400 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02 e T T
Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Hexyldecyl isobutyrate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.10 27.39 ng 2184000 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvldecvl isobutvrate 312 C20H4002 1000368-55-3 76
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 70
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
4 2-Hexvldecvl acetate 284 C18H3602 082409-75-4 55
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 53
Abundance Scan 2680 (18.100 min): BF108257.D (-2673) (-) m/z 57.10 100.00%
57.1
o 50 1500 1630 1840
Ottt : m/z 43.10 64 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154916: 2-Hexyldecyl isobutyrate
43.0 71.0
5000 USRI BN BN IR
17.80 18.00 18.20 18.40
139.0 m/z 71.10 51.01%
ol il 168.0 196.0 22105510 2040
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
17.80 18.00 18.20 18.40
5000 m/z 55.10 39.83%
111.0
29.0
o 139.0 167.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95994: 1-Decanol, 2-hexyl-  EEEmEEE S
57.0 17.80 18.00 18.20 18.40
m/z 83.10 35.04%
5000 \WWW/N\/\AWWWMw
o 139.0 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108257.D

Aca On 17 Aug 2018 21:42

Operator : JU/SJ

Sample : J4506-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.86 152.43 ng 12154300 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 87
2 Trichloroacetic acid. undecvl ester 316 C13H23C1302 074339-49-4 46
3 Dodecane. 1.1"-oxvbis- 354 C24H500 004542-57-8 46
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 45
5 4-Propionyloxytetradecane 270 C17H3402 1000245-62-9 43

Abundance Scan 2809 (18.859 min): BF108257.D (-2792) (-) m/z 57.10 100.00%
57.1
5000 ‘/’\/////\\\\\‘
e e
85.1 113.1140. 2169 2196 2 18.60 18.80
Ol Ly PRI 24122702 31323411 m/z 71.10 10.83%
m/z--> 50 100 150 200 250 300 350
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty)-
57.0
5000 O AL B
18160 18.80
m/z 83.10 10.42%
97.0
oL 220 Ay, P00 B30 gsso
m/z--> 50 100 150 200 250 300 350
Abundance #157576: Trichloroacetic acid, undecyl ester
571.0, |97.0
18160 1880
5000 m/z 85.10 8.85%
29.0 126.0
1540
04 Iu,,‘l 40 o
m/z--> 50 100 150 200 250 300 350
Abundance #186971: Dodecane, 1,1'-oxybis- L R B L B B B N
57.0 18.60  18.80
m/z 41.10 8.05%
5000 169.0
29.0 ' ” ‘F1301400
0 / H M 199.0 2410 3110 353.0
m/z--> 50 150 200 250 300 350 18160 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\

Data File : BF108257.D

Acq On : 17 Aug 2018 21:42 Instrument :
Operator : JU/SJ BNA_F

Sample - J4506-02 ClientSampleld :
Misc : EFF-WASTE-WATER
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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- 7.18 225.3 ng 82799200 1 7.02 7350910 20.0
Hexanoic acid, 2-... 8.02 482.5 ng 64311100 2 8.31 2665540 20.0
n-Decanoic acid 9.30 163.5 ng 11274200 3 10.07 1378860 20.0
2(3H)-Furanone, 5. .. 9.87 23.3 ng 1604950 3 10.07 1378860 20.0
Dodecanoic acid 10.51 1731.9 ng 119403000 3 10.07 1378860 20.0
Tridecanoic acid 10.81 22.5 ng 1554140 3 10.07 1378860 20.0
1-Octanol, 5,7,7-... 11.12 31.1 ng 10847600 4 11.57 6983530 20.0
Oxirane, [(dodecy... 11.14 22.4 ng 7803220 4 11.57 6983530 20.0
1-Decanol, 2-hexyl- 11.42 28.1 ng 9811930 4 11.57 6983530 20.0
Isopropyl myristate 11.50 20.0 ng 6983530 4 11.57 6983530 20.0
1-Dodecanol, 2-he... 13.02 60.6 ng 8952730 5 14.21 2955980 20.0
Benzoic acid, tri... 13.08 23.7 ng 3507250 5 14.21 2955980 20.0
Benzoic acid, hep... 13.45 28.2 ng 4169400 5 14.21 2955980 20.0
Benzoic acid, tet... 13.81 23.1 ng 3415210 5 14.21 2955980 20.0
Isobutyl octan-2-... 14.03 41.5 ng 6133740 5 14.21 2955980 20.0
Benzoic acid, pen... 14.15 20.0 ng 2955980 5 14.21 2955980 20.0
Oxiraneoctanoic a... 15.39 20.0 ng 1594790 6 15.77 1594790 20.0
1-Decanol, 2-octyl- 16.72 55.5 ng 4427310 6 15.77 1594790 20.0
2-Hexyldecyl isob... 18.10 27.4 ng 2184000 6 15.77 1594790 20.0
1-Octanol, 5,7,7-... 18.86 152.4 ng 12154300 6 15.77 1594790 20.0
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