LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 6.628 767 772 775 rBVY 1301767 1129084 1.45% 0.142%
2 7.016 834 838 851 rVB2 1635645 2014759 2.59% 0.254%
3 7.422 903 907 910 rBVY 1010588 975341 1.25% 0.123%
4 8.192 1025 1038 1047 rVB2 4979926 14820681 19.04% 1.866%
5 8.657 1112 1117 1129 rVB 1655858 4035606 5.19% 0.508%
6 9.204 1184 1210 1212 rBV2 9729557 52670972 67.68% 6.630%
7 9.222 1212 1213 1218 rVB 1616718 885580 1.14% 0.111%
8 9.510 1257 1262 1270 rBV 568262 1351242 1.74% 0.170%
9 9.580 1270 1274 1285 rVB 1480566 3285219 4.22% 0.414%
10 10.057 1321 1355 1358 rVV5 11218515 77432217 99.50% 9.747%

11 10.286 1390 1394 1398 rBV 1183490 1618714 2.08% 0.204%
12 10.392 1409 1412 1423 rVB 1234142 1750410 2.25% 0.220%
13 10.792 1450 1480 1483 rBV3 11590908 77825095 100.00% 9.796%
14 10.992 1510 1514 1527 rVB 1334544 1897092 2.44% 0.239%
15 11.092 1527 1531 1537 rVB 990847 949792 1.22% 0.120%

16 11.439 1562 1590 1593 rVvVv2 11303292 71435506 91.79% 8.992%
17 11.621 1617 1621 1633 rVV 1218486 1624690 2.09% 0.205%
18 12.027 1664 1690 1693 rVvV4 11146850 62753914 80.63% 7.899%
19 12.198 1716 1719 1729 rVB 980609 1245241 1.60% 0.157%
20 12.563 1757 1781 1784 rBV4 10074042 55711625 71.59% 7.013%

21 12.733 1807 1810 1816 rVVv 779668 1118645 1.44% 0.141%
22 13.057 1843 1865 1876 rVB3 9966839 51261269 65.87% 6.452%
23 13.221 1886 1893 1896 rBV 648852 976481 1.25% 0.123%
24 13.515 1923 1943 1963 rVB 9621321 47258275 60.72% 5.949%
25 13.945 1997 2016 2023 rBV 9162232 40931398 52.59% 5.152%

26 13.998 2023 2025 2028 rVV 1074577 1298353 1.67% 0.163%
27 14.098 2039 2042 2052 rBV 502929 791699 1.02% 0.100%
28 14.345 2067 2084 2102 rBV 8732754 39049186 50.18% 4.915%
29 14.727 2132 2149 2152 rBV 8123931 29555840 37.98% 3.720%
30 14.909 2169 2180 2183 rVB 5001871 12754200 16.39% 1.605%

31 15.151 2203 2221 2253 rBV 6849452 36473583 46.87% 4_.591%
32 15.645 2285 2305 2345 rBV 5228214 32602549 41.89%% 4.104%
33 16.233 2385 2405 2456 rBV2 3715737 24272080 31.19% 3.055%
34 16.956 2508 2528 2567 rBV2 2996004 17466394 22.44% 2.199%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.862 2663 2682 2712 rBV3 2446202 12029547 15.46% 1.514%

36 19.039 2860 2882 2911 rBV 2030331 11188813 14.38% 1.408%

Sum of corrected areas: 794441092
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF100929.D

le+07
8000000
6000000
4000000

2000000 7.02
6.63 7.42

0 I A n A L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF100929.D
10.06 .79 11

12.56 13.06

1le+07 9.20

8000000

6000000

8.19

4000000

2000000 8.66 9,22 9.58

j.\sf)&

O A e P e T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100929.D

1e+07

14.73

8000000
15.15

6000000 14.91 15.64

16.23

4000000 16.96

17.86
19.04
2000000

o T T T e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 17

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

6.63 11.21 ng 1129080 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100929.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || 40 meo 520 6H) Gbo 680 700
N e MMNTREES U || N m/z 68.10 37.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.93%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.21%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole [T I/lkl L L B |'Ll T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.91%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

8270-BF110817.M Wed Nov 29 14:11:51 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 3 Pentasiloxane, dodecamethyl- Concentration Rank 9

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

8.19 20.00 ng 14820700 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 76
2 27 .6"-Dihvdroxvacetophenone. bis... 296 C14H2403Si2 1000352-81-3 50
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 50
4 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 49
5 1-Pentene, 1,3-diphenyl-1-(trime... 310 C20H260Si 138983-00-3 47

Abundance Scan 1038 (8.192 min): BF100929.D (-1025) (-) m/z 281.10 100.00%
281.1
73.0
147.1
5000
369.1 BRSNS S SR A
207.1 249.0 7.80 8.00 8.20 8.40 8.60
ol 44l kMO o | L Lk 820 L “n/z 73.05 73.61%
m/z--> 50 100 150 200 250 300 350
Abundance #204090: Pentasiloxane, dodecamethyl-
281.0
147.0
5000 369.0 L A RN UL I R
73.0 780 8.00 820 8.40 8.60
m/z 147.10 62.82%
207.0  249.0
0 430 | 117.0 | 177.0, \ UL L 3210 \
m/z--> 50 100 150 200 250 300 350
Abundance
281.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 282.10 29.41%
73.0
o 43.0 105.0 191.095( 9249.0
m/z--> 50 100 150 200 250 300 350
Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... B
73.0 147.0 780 8.00 8.20 8.40 8.60
m/z 283.10 18.07%
281.0
5000
369.0
oL 200, | w70 | 177.0%°7:0 2490 338.0 |
m/z--> 50 100 150 200 250 300 350 780 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 Heptasiloxane, hexadecamethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.06 20.00 ng 77432200 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 78
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
3 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 37
4 Trisiloxane. octamethvl- 236 C8H2402Si3 000107-51-7 27
5 9-(Methylaminomethyl)anthracene 221 C16H15N 073356-19-1 27

Abundance Scan 1356 (10.063 min): BF100929.D (-1321) (-) m/z 221.15 100.00%
221.2
73.2
147.2
5000
295.1 341.0 SN S V.
9.80 10.00 10.20 10.40
429.3
o/ T S W - .l..l.ll,..l.. L3?.1-."‘,..=.,....??7.'? m/z 73.15 81.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237931: Heptasiloxane, hexadecamethyl-
73.0 221.0
5000 HW—FM—V—V—I
147.0 205.0 9.80 10.00 10.20 10.40
>0 3550 m/z 147.15 56.11%
bl a0 s
0||||||‘|||||||“||||||“‘||‘||||‘|‘h ‘hlhu||||||l||||||||h||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
147.0 2210
73.0 9.80 10.00 10.20 10.40
5000 m/z 207 .05 30.58%
279.0
0l28.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185178: 4-Hydroxybenzyl alcohol, bis(tert-butyldimethylsi...
221.0 9.80 10.00 10.20 10.40
m/z 341.00 25.22%
5000 295.0
73.0
o200 , | 1190 179"0 352.0
m/z--> 50 100 150 200 250 300 3&1,0 400 450 500 9.80 10.00 10.20 10.40

8270-BF110817.M Wed Nov 29 14:11:51 2017

OILY-WATER-1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Piperidine, 1-(5-trifluorom... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.79 21.79 ng 77825100 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 60
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 50
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 43
4 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32

Abundance Scan 1480 (10.792 min): BF100929.D (-1450) (-) m/z 73.15 100.00%
73.2
221.2
147.2
5000
295.3
l l 369 34203 gos4 10.40 10.60 10.80 11.00 11.20
O ”...”.Hﬂh e m/z 221.15 71.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
147.0
94,
295.0
5000 228.0
10.40 10.60 10.80 11.00 11.20
T “ m/z 147.15 52.26%
ok ‘“I“\\“\h“ HH \\H‘\”h\‘””h h”” e = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
30 40 2210
10.40 10.60 10.80 11.00 11.20
5000 2810 oo m/z 207.10 34.41%
443.0
O e et e e o R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0 10.40 10.60 10.80 11.00 11.20
m/z 295.25 25.41%
5000 281.0
0 \ | | ‘ ‘ ! 4P9 0 651 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 60O 65|O 10.40 10.60 10.80 11.00 11.20

8270-BF110817.M Wed Nov 29 14:11:52 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Cyclononasiloxane, octadeca... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.73 17.23 ng 1118650 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 74
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 53
3 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 43
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 35
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 22
Abundance Scan 1809 (12.727 min): BF100929.D (-1807) (-) m/z 73.10 100.00%
73.1
147.1
5000 22110, 1
355.1
429.1 12.40 12.60 12.80 13.00
Obrrrrprderprrteb e e b bt o ey | M7z 147.10  55.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #242430: Cyclononasiloxane, octadecamethy!-
73.0 429.0
147.0
5000 221.0 355.0

2810 12.40 12.60 12.80 13.00
' m/z 221.10 44.21%

i ‘ ‘\ 1y L L) ‘ 4g3.0 563.0 65:\[0

o.mq”hwun,”uﬁ.”“”.“”wunﬂm‘.h”,””“.”“”.“”w.”w

1l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
30 1470 2210
12.40 12.60 12.80 13.00
) m/z 281.10 37 .04Y%
5000 281.0 355.0 0
443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243183: Cyclodecasiloxane, eicosamethyl-
73.0 281.0 12.40 12.60 12.80 13.00
. 0
1470 cos0 m/z 207.00 26.72%
221.0 :
5000 355.0 4200
o ...*.,..‘..,“...H,....‘,....i.l‘...l..“,...‘.,&.L... .L.k.*.,...“.s??.'.o. .q:’:?,(.)...r.z.s..ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 12.40 12.60 12.80 13.00

8270-BF110817.M Wed Nov 29 14:11:53 2017

OILY-WATER-1
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 9 Nickel, (.eta.-4-diallyl et... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.22 15.04 ng 976481 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nickel. (.eta.-4-diallvl ether)-... 281 C14H25NNiO 1000161-02-8 53
2 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 53
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
4 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 42
5 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 32
Abundance Scan 1893 (13.221 min): BF100929.D (-1886) (-) m/z 73.05 100.00%
73.0
1471 2211
5000 281.1
355.1
429.1 13.00 13.20 13.40 13.60
obrrrdrprrtb e b b b g b 9L Tm/z 221.10  68.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #128168: Nickel, (.eta.-4-diallyl ether)-(2,4-dimethyl-3-p...
41.0 156.0 281.0
5000
13.00 13.20 13.40 13.60
F m/z 147.10 62.21%
ok .‘. 1“‘ hl‘\‘ “u ﬂh \ n ‘ 22|5 lp 1

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
73.0
281.0
147.0 2210 503.0 13.00 13.20 13.40 13.60
5000 ' 355.0 429.0 m/z 281.10 46.97%
0 563.0 637.0 725.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #242430: Cyclononasiloxane, octadecamethy!-
73.0 429.0 13.00 13.20 13.40 13.60
m/z 207 .00 35.01%
147.0
5000 221.0 350
281.0
ol | 489.0 5630 651.0
o RAAAE AR A Raa o B L AR AR ARA ERRRY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 13.00 13.20 13.40 13.60

8270-BF110817.M Wed Nov 29 14:11:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexasiloxane, tetradecamethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.10 12.20 ng 791699 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 64
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
3 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 38
4 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 35
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27

Abundance Scan 2042 (14.098 min): BF100929.D (-2039) (-) m/z 73.05 100.00%
73.0
147.1 2211
5000
281.1 355.1
429.1
13.80 14.00 14.20 14.40
Obrrrepbr et e bbb b b 022 m/z 221.10 70.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 1470 2210
5000 281.0
355.0 13.80 14.00 14.20 14.40
443.0 m/z 147.10 68.33%
Ot e o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
147.0 221.0
73.0 13.80 14.00 14.20 14.40
5000 m/z 281.10 36.97%
279.0
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243183: Cyclodecasiloxane, eicosamethyl-
73.0 13.80 14.00 14.20 14.40
1470 281.0 m/z 355.10 33.60%
5000 355.0 4200
Obrrpi .‘,“..P.,....‘,‘....i.l‘.‘..t : .ﬂ. L,...‘.,M... .L.k.*.,...“.s??.'.o. .q:’:?,(.)...r.z.s..ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\

Data File : BF100929.D

Aca On : 28 Nov 2017 13:08

Operator : SJ/JU

Sample : 16583-01 el
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Phthalic acid, di(2-propylp... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .91 7.82 ng 12754200 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(2-propvipentvl... 390 C24H3804 1000377-93-5 80
2 Phthalic acid. cvclohexvimethvl ... 332 C20H2804 1000315-55-5 64
3 Phthalic acid. cvcloheptvl isohe... 346 C21H3004 1000322-83-1 64
4 Phthalic acid. monocvclohexvl ester 248 C14H1604 007517-36-4 64
5 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 64
Abundance Scan 2180 (14.909 min): BF100929.D (-2169) (-) m/z 149.10 100.00%

149.1
5000
43.1
85.1

J | 307.2 14.60 14.80 15.00 15.20
- ,I.J.Il.l.l,l. ibt8o L 251 ATl 8081 /7 167.05  39.10%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149.0
5000 II|IIIA|IIIIIII|IIII|

14.60 14.80 15.00 15.20
m/z 43.10  27.85%

570 150 279.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149.0

14.60 14.80 15.00 15.20

5000 m/z 57.10 24 .63%
97.0
55.0 237.0
ol - e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181348: Phthalic acid, cycloheptyl isohexyl ester
149.0 14.60 14.80 15.00 15.20

m/z 85.10 15.54%

5000

43

85.0
‘ 251.0

L, ‘

Y e —

m/z--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BF100929.D

Acq On : 28 Nov 2017 13:08
Operator : SJ/JU

Sample - 16583-01

Misc :

ALS Vial :

Quant Method
Quant Title

8 Sample Multiplier: 1

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

TIC Top Hit name RT EstConc
unknown6.63 6.63 11.2
Pentasiloxane, do... 8.19 20.0
Heptasiloxane, he... 10.06 20.0
Piperidine, 1-(5-... 10.79 21.8
Cyclononasiloxane... 12.73 17.2
Nickel, (.eta.-4-... 13.22 15.0
Hexasiloxane, tet... 14.10 12.2
Phthalic acid, di... 14.91 7.8

8270-BF110817.M Wed Nov 29 14:11:56 2017

Units Response

ng
ng
ng
ng
ng
ng
ng
ng

Z:\HPCHEMI\BNA_F\DATA\BF112817\

1129080
14820700
77432200
77825100

1118650

976481
791699
12754200

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
Resp Conc]

|# RT

O~ WNPE
=
=
W
©

2014760 20.0
14820700 20.0
77432200 20.0
71435500 20.0
1298350 20.0
1298350 20.0
1298350 20.0
32602500 20.0

OILY-WATER-1
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