LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X

Misc :

ALS Vial : 26 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-BF121918.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 2.169 11 14 18 rVB 94237 121198 7.04% 0.738%
2 5.098 509 512 516 rVB 62275 57667 3.35% 0.351%
3 5.504 578 581 585 rBV 194521 183720 10.67% 1.119%
4 5.845 635 639 643 rBV 248193 202452 11.76% 1.233%
5 6.463 740 744 749 rVB2 21874 22965 1.33% 0.140%
6 6.510 749 752 759 rBV2 161651 208870 12.13% 1.272%
7 6.663 774 778 781 rBV 369454 318921 18.52% 1.942%
8 6.716 785 787 791 rVB 28887 24000 1.39% 0.146%
9 6.898 814 818 821 rBVY 1421975 1127782 65.49% 6.869%
10 6.957 825 828 831 rBV 75065 59033 3.43% 0.360%

11 7.051 841 844 848 rVB 463591 389864 22.64% 2.374%
12 7.298 883 886 889 rvB 158215 127035 7.38% 0.774%
13 7.445 908 911 915 rBV 310930 250294 14.53% 1.524%
14 7.504 917 921 924 rVvV 426976 315429 18.32% 1.921%

15 7.533 924 926 930 rVB 57713 52375 3.04% 0.319%
16 7.892 983 987 990 rBV 28835 22106 1.28% 0.135%
17 8.022 1004 1009 1014 rBVS5 13806 25437 1.48% 0.155%
18 8.080 1014 1019 1023 rBV2 43314 48359 2.81% 0.295%

19 8.180 1032 1036 1038 rBV 1570118 1406765 81.69% 8.568%
20 8.198 1038 1039 1042 rVVv 613016 473083 27.47% 2.881%

21 8.228 1042 1044 1048 rvVB2 52497 47585 2.76% 0.290%
22 8.328 1057 1061 1066 rBV 2124235 1722085 100.00% 10.488%
23 8.480 1084 1087 1089 rBvV 86036 65126 3.78% 0.397%
24 8.504 1089 1091 1094 rVB 41722 30713 1.78% 0.187%
25 8.769 1133 1136 1140 rBV2 73417 70424 4_.09% 0.429%
26 8.933 1161 1164 1167 rVB 137464 92796 5.39% 0.565%
27 9.251 1214 1218 1221 rVB 579111 437628 25.41% 2.665%
28 9.339 1231 1233 1238 rBV5 12735 20636 1.20% 0.126%
29 9.422 1245 1247 1251 rVB 43126 37757 2.19% 0.230%
30 9.475 1253 1256 1257 rVV 38313 35862 2.08% 0.218%
31 9.516 1261 1263 1266 rvVv2 54143 54458 3.16% 0.332%
32 9.539 1266 1267 1271 rVB2 37091 30396 1.77% 0.185%
33 9.580 1271 1274 1277 rVB 34802 28923 1.68% 0.176%

34 9.639 1281 1284 1287 rVB 273991 200698 11.65% 1.222%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X

Misc :

ALS Vial : 26 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.680 1288 1291 1296 rVB 30938 30324 1.76% 0.185%

36 9.733 1297 1300 1303 rBV 342422 252741 14.68% 1.539%
37 9.892 1324 1327 1330 rBV 340877 257659 14.96% 1.569%
38 9.933 1330 1334 1337 rVB 1628388 1406493 81.67% 8.566%

39 9.992 1339 1344 1348 rBV3 29357 39121 2.27% 0.238%
40 10.127 1365 1367 1372 rVB3 37600 27035 1.57% 0.165%
41 10.227 1380 1384 1385 rBV2 26173 24312 1.41% 0.148%
42 10.251 1385 1388 1392 rVB 97089 77053 4_47% 0.469%
43 10.633 1451 1453 1457 rVB 88026 71706 4.16% 0.437%
44 10.710 1463 1466 1470 rBVY 243897 215346 12.50% 1.312%
45 10.863 1489 1492 1495 rVB 35766 27087 1.57% 0.165%
46 11.416 1582 1586 1589 rVB 1598762 1328630 77.15% 8.092%
47 11.939 1671 1675 1679 rBV 73405 79930 4.64% 0.487%
48 12.104 1698 1703 1708 rVB5 14135 23019 1.34% 0.140%
49 12.504 1768 1771 1774 rVB3 21589 22532 1.31% 0.137%
50 12.721 1805 1808 1810 rBvV4 35499 35596 2.07% 0.217%

51 12.992 1851 1854 1858 rBV 376702 301136 17.49% 1.834%
52 13.133 1876 1878 1882 rBV5 23536 24849 1.44% 0.151%
53 13.892 2004 2007 2011 rBvV4 78858 111880 6.50% 0.681%
54 14.045 2029 2033 2037 rBV 1424023 1378091 80.02% 8.393%
55 14.221 2060 2063 2066 rBV 119864 102494 5.95% 0.624%

56 14.521 2112 2114 2118 rVB 188241 166159 9.65% 1.012%
57 14.839 2164 2168 2176 rBV 252680 277947 16.14% 1.693%
58 15.180 2222 2226 2230 rVB 271668 279224 16.21% 1.701%
59 15.521 2279 2284 2288 rBV 757488 913737 53.06% 5.565%
60 15.568 2288 2292 2300 rVB 218470 307798 17.87% 1.875%

61 16.015 2364 2368 2373 rBV 140373 201248 11.69% 1.226%
62 16.533 2453 2456 2464 rVB3 69093 123304 7.16% 0.751%

Sum of corrected areas: 16418893
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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\BF121918\

BF111622.D

20 Dec 2018 5:59

JussJ

J6462-06 5X

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

OILY-WATER

Abundance TIC: BF111622.D
2000000
1500000 6.90
1000000
7.05
500000 6.66 , 7.50
217 550 285 6.51 230
5.10 A 6. 72 5.9 53
L S e e e e T s e e e S L L e e e
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: BF111622.D
8|33
2000000
818 9.93 11.42
1500000
1000000
.20 9.25
500000
730,89 12.99
10.71
11910 12501272 1313

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111622.D

2000000

14.04

1500000

1000000 15.52

500000 14.52 14.84 15.18

14.22
13.89
e T e T e S e e S T T S T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF121918.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

2.17 2.15 ng 121198 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 2.5-Dimethvl-4-hvdroxyv-3-hexanone 144 C8H1602 000815-77-0 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 14 (2.169 min): BF111622.D (-11) (-) m/z 73.10 100.00%
741
5000 43.1 551
" 87.0 /A
2.20 2.30 2.40 2.50 2.60
Ol el 2B Tm/z 43.10 0 42.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L R U R AN
430 950 220 2.30 2.40 2.50 2.60
‘ 87.0 m/z 55.10 34 _.57%
27.0
0"w'“'w'ﬁw“'LLI'V'“l“'4L“'w'“|“ﬁﬂ¥9'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
2.20 2.30 2.40 2.50 2.60
0
5000 550 m/z 87.05 26.71%
43.0
27.0
o 150 |, M“\ | l, 830 980 1150
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60

m/z 71.10 12_.31%

55.0
43.0
5000
27 0
15.0 M\ ‘
...,....,....,....,....,....,....,....,....,....,....,....,.

m/z--> 10 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Ethylene glycol monoisobuty... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
5.85 3.59 ng 202452 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvlene alvcol monoisobutyl ether 118 C6H1402 004439-24-1 64
2 Ethanol. 2-butoxy- 118 C6H1402 000111-76-2 53
3 3.3-Dimethvilbutane-2-ol 102 C6H140 000464-07-3 50
4 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 25
5 Propanedioic acid, oxo-, bis(2-m... 230 C11H1805 092778-43-3 14

Abundance Scan 640 (5.851 min): BF111622.D (-635) (-) m/z 57.05 100.00%
57.0
5000 45.1
87.1 II/\II|IIII|IIII|IIII|III
75.0 | 100.0 5.60 5.80 6.00 6.20
Obrrrr e bt e m/z 45.10 41.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5000 LIRS
5.60 5.80 6.00 6.20
29.0 75.0 m/z 41.00 34_.20%
18.'0 |.| | Ll Al " 100.0
O e e et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0
PP T T PP T T
5.60 5.80 6.00 6.20
5000 m/z 87.10 16.63%
45.0
29.0 87.0
75.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: 3,3-Dimethylbutane-2-ol e E e Ry m
450 570 5.60 5.80 6.00 6.20
m/z 56.00 8.94Y%
5000
29.0 69.0 87.0
15'0 “‘ LLL i ‘ ‘ 102.0
I B o o B o R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 5

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

6.66 5.66 ng 318921 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF111622.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 || o o %I'l 640 660 6.80 7.00
VIO SO 1 GO PO IV | m/z 68.10 39.39%
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 N
5000 IS LRSS A UL L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32 .44%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.10 25.76%
41.0 97.0
53.0
‘ 79.0 117.0
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l“ml”'W'”'P'”“M'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole SRR § SN | SNRRAY | MM S
132.0 6.40 6.60 6.80 7.00
m/z 96.10 15.78%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 12

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

7.30 2.25 ng 127035 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 83
2 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 78
3 3-Hexene. 1-(1l-methoxvethoxv)-. ... 158 C9H1802 054340-96-4 50
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 50
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 40

Abundance Scan 886 (7.298 min): BF111622.D (-883) (-) m/z 59.05 100.00%
54.0
5000
Tl m g, T 7 T TR
0 ...,....,||. . .L-Ii.':"-..,ul...'.1,0.4'.9..,'...., e m/z 55.10 21.79%
m/z--> 20 60 80 100 120 140 160 180
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
54.0
5000
7.00 7.20 7.40 7.60
43.0 m/z 43.00 21.09%
83.0 123.0
103.0 141.0 175.0
01 rJN”IM"'I“"'I""I”"I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28320: 2-Octanol, 2-methyl-6-methylene-
54.0
7.00 7.20 7.40 7.60
5000 m/z 41.05 13.19%
43.0
‘ 830 970 123.0
0 e '|" ... IIMM\ ; H‘ul ; Iul ; I" ; |1|39|'0||1|5|6'|0| e
m/z--> 20 60 80 100 120 140 160 180
Abundance #30292. 3-Hexene, 1-(1-methoxyethoxy)-, (2)-
549.0 7.00 7.20 7.40 7.60
m/z 83.10 11.31%
5000
41.0 83.0
R A L it o
m/z--> 20 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6 1,6-Octadien-3-ol, 3,7-dime...

Concentration Rank 6

OILY-WATER

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

7.50 5.59 ng 315429 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MolForm CAS# Qual
1 1.6-Octadien-3-o0l. 3.7-dimethvl- 154 C10H180 000078-70-6 90
2 1.6-Octadien-3-0l. 3.7-dimethvl-... 273 C17H23N02 007149-26-0 53
3 Linalvl acetate 196 C12H2002 000115-95-7 46
4 1.3.6-Octatriene., 3.7-dimethvl-.... 136 C10H16 003338-55-4 46
5 1,6-Octadien-3-0l, 3,7-dimethyl-._.. 210 C13H2202 000144-39-8 43

Abundance Scan 920 (7.498 min): BF111622.D (-917) (-) m/z 71.05 100.00%
431 40
93.1
5000
121.1 L L B
136.1 7.20 7.40 7.60 7.80
o e m/z 43.10 82.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26774: 1,6-Octadien-3-ol, 3,7-dimethyl-
71.0
93.0
55.0
5000
7.20 7.40 7.60 7.80
39 121.0 m/z 41.05 79.66%
136.0
0b-228 VST G . S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #121990: 1,6-Octadien-3-ol, 3,7-dimethyl-, 2-aminobenzoate
43.0 93.0
7.20 7.40 7.60 7.80
5000 m/z 55.05 69.32%
69.0
121.0
27.0
[o) M— I .‘.‘ ; "i‘; .‘.“. I .‘Ml .“l‘”. .H“. I .H.‘ — I‘ ; .1.326.?.:!-5.4.'0. i Bt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57985: Linalyl acetate
93.0 7.20 7.40 7.60 7.80
m/z 93.10 60.60%
43.0
5000
69.0 121.0
27.0 ‘ ‘ ‘ 136.0
A O O P P A X SN - T B VR |
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Ethanol, 2-phenoxy- Concentration Rank 1

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

8.33 24 .48 ng 1722090 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 95
2 Carbonic acid. neopentvl phenvl ... 208 C12H1603 013183-19-2 59
3 Butanoic acid. 4-phenoxv- 180 C10H1203 006303-58-8 59
4 Pvrimidine. 5-methvl- 94 C5H6N2 002036-41-1 50
5 Phenol 94 C6H60 000108-95-2 47

Abundance Scan 1061 (8.328 min): BF111622.D (-1057) (-) m/z 94.10 100.00%
94.1
5000
77.0 138.1
%pﬁl|| | 1191 800 820 840 860
0.,....,.'.'..,-....-',....,.'...,'....-,....,....,....,.... m/z 77.05 30.68%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #17283: Ethanol, 2-phenoxy-
94.0
5000 S RARSE LA RARRE AR
770 138.0 8.00 8.20 8.40 8.60
510 ' m/z 138.10 27 .32%
27.0 :
0.|.|.|..'||'.|.'|..|.||...|....|.'...|....‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67505: Carbonic acid, neopentyl phenyl ester
94.0
450 800 8.20 840 8.60
5000 ' m/z 66.05 16.90%
77.0
0 \ \ H ‘ |, 1210 149.0 193.0208.0
m/z--> 20 45 é 80 100 120 140 160 180 200
Abundance #45138: Butanoic acid, 4-phenoxy- EAm B e R
94.0 8.00 8.20 8.40 8.60
m/z 51.10 15.52%
5000
0 510, 10 L 1200 160.0 .,
mz-> 20 40 60 80 100 120 140 160 180 200 800 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Cyclododecane Concentration Rank 8

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

9.73 3.59 ng 252741 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 91
2 1-Undecanol 172 C11H240 000112-42-5 91
3 Cvclodecane. methvl- 154 C1l1H22 013151-43-4 91
4 Pentafluoropropionic acid. decvl... 304 C13H21F502 959000-65-8 91
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 91

Abundance Scan 1299 (9.727 min): BF111622.D (-1297) (-) m/z 43.10 100.00%
43.1
T Il W
83.1
5000
97.0
111.1 SRR SRR AR
|| | 125.1 140.2 9.40 9.60 9.80 10.00
R s S m/z 55.10 98.28%

Ob il

m/z--> 20 40 60 80 100 120 140 160
Abundance #36738: Cyclododecane
a0 0 690
83.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000 97.0
9.40 9.60 9.80 10.00
111.0 m/z 41.05  79.64%

' | | 125.0 140.0 168.0
0 S | R S
m/z--> 20 40 60 80 100 120 140 160
Abundance #39781: 1-Undecanol
410 55.0

69.0 e R EARER RS SE SR
9.40 9.60 9.80 10.00
5000 83.0 m/z 56.05 69.12%
270 97.0
111 0 126 0
obaag 1L \\ L
m/z--> 20 40 120 140 160
Abundance #27048. Cyclodecane, methyl-
55.0 9.40 9.60 9.80 10.00
69.0 m/z 69.05 63.84%
5000 8.0
41.0 97.0
27.0 111.0
‘ 126.0
o L (1 | 139.0 154.0
T T
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.52 2.41 ng 166159 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2114 (14.521 min): BF111622.D (-2112) (-) m/z 57.10 100.00%

51.1
5000

14.20 14.40 14.60 14.80
| l‘ 1411 19612281 293.2
oL h l“ L Nt S— m/z 43.10 66.22%

m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L B LB L |

14.20 14.40 14.60 14.80

99.0 m/z 71.10 58.43%
o 27,0 ] y }410 182.0211.0240.0
i — T
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl-
57.0
R REERE R R Ry
14.20 14.40 14.60 14.80
5000 m/z 85.10 38.64%
99.0 197.0
41.0
0270‘ /| 1 “ { { Lol 249'0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B B
57.0 14.20 14.40 14.60 14.80
m/z 41.10 24 _99%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.84 6.08 ng 277947 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 2168 (14.839 min): BF111622.D (-2164) (-) m/z 57.10 100.00%
57.1
5000
99.1 HRELR B B B SR
326.2 14.60 14.80 15.00 15.20
141.2
ol ,I Ay f4F2 1832  2se1 20517173512  psAm10 0 66,210
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 L DL WIS UL SRR
14.60 14.80 15.00 15.20
99.0 m/z 71.10 63.16%
: 154.0
0 i ]y . 830 239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
1460 14.80 15.00 15.20
5000 m/z 85.10 45.95%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e  RREm R
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.60%
5000
l l 0 239.0
ol by 1410 1830 268.0 308.0 3520
m/z--> 50 100 150 200 250 300 350 ' 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.18 6.11 ng 279224 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Docosane 310 C22H46 000629-97-0 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2226 (15.180 min): BF111622.D (-2222) (-) m/z 57.10 100.00%
51.1
5000
| lgll i e 22 s s 14150 1500 1520 1540
ol e e e m/z 43.10 68.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AR UL SRR DU B
14. 80 15. oo 15.20 15.40
99.0 m/z 71.10 59.44Y%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 46 .60%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #153222: Docosane A ams mE e s B
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.30%
5000
99.0
0l270 | | ||, 1410 1830 2250 267.0 310.0
m/z--> 55 160 150 200 250 360 3éo ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.40 ng 201248 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tricosane 324 C23H48 000638-67-5 87
Abundance Scan 2369 (16.021 min): BF111622.D (-2364) (-) m/z 57.10 100.00%
57.1
5000 JAVNMAJ_NNv,/\ywwﬂuh,\Awwj
e "' 15.80 16.00 16.20 16.40
141.1 198.0 ) ) . . . .
ol 239.2 278.1 317.3 357.4 425.3 /7 71.10 61920
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L SIS BN SUULILN B
15. 80 16 00 16. 20 16. 40
m/z 43.10 61.57%
99.0
oL.25/0 JJ “ 141.0 183.0 2250 281.0 337.0 394.0
m/z--> éo 100 1%0 260 250 300 350 460
Abundance #141426: Heneicosane
57.0
"' 15.80 16.00 16.20 16.40
5000 m/z 85.10 48 .45%
99.0
oL.25l0 J i J 141.0 183.0 225.0 296.0
m/z--> éo 100 1%0 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane N s R R
57.0 15.80 16.00 16.20 16.40
m/z 41.05 20.34%
- MW
99.0
ot ‘ | | || 1410 1830 2250 267.0 309.0 3650
m/z--> éo 160 1%0 260 250 300 3%0 460 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

Data File : BF111622.D

Aca On : 20 Dec 2018 5:59

Operator : JU/SJ

Sample : J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.70 ng 123304 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Tetradecane 198 C14H30 000629-59-4 58
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 58
4 Octacosane 394 C28H58 000630-02-4 52
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 52
Abundance Scan 2456 (16.533 min): BF111622.D (-2453) (-) m/z 57.10 100.00%
57.1
5000
99.1 RN SUNRA SRR
\ I 3611671 297-1 2431 301.2 356.1 16.20 16.40 16.60 16.80
Oy e, m/z 71.10 52.32%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 UL BN DAL SULEN UL

16.20 16.40 16.60 16.80
m/z 43.10 46.90%

1410
o710 | |.| 1 1410 1830 g502540

|
: A B A S
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
e EREmEmEE T
16.20 16.40 16.60 16.80
5000 m/z 85.10 39.75%
2100 | | 199 4410 1980
ot A e e
m/z--> 50 100 150 200 250 300 350
Abundance #202263: Octadecane, 1-iodo- e EREmEmEE T
57.0 16.20 16.40 16.60 16.80
m/z 41.10 23.93%
5000
99.0 253.0
oL 20 ‘ L | P40 aes %2120 380.0
e e e EREmEmEE T
m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121918\

Data File : BF111622.D

Acq On = 20 Dec 2018 5:59

Operator : JU/SJ

Sample - J6462-06 5X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.17 2.1 ng 121198 1 6.90 1127780 20.0
Ethylene glycol m... 5.85 3.6 ng 202452 1 6.90 1127780 20.0
unknown6 .66 6.66 5.7 ng 318921 1 6.90 1127780 20.0
7-Octen-2-ol, 2,6... 7.30 2.3 ng 127035 1 6.90 1127780 20.0
1,6-Octadien-3-ol... 7.50 5.6 ng 315429 1 6.90 1127780 20.0
Ethanol, 2-phenoxy- 8.33 24.5 ng 1722090 2 8.18 1406770 20.0
Cyclododecane 9.73 3.6 ng 252741 3 9.93 1406490 20.0
Heptadecane 14.52 2.4 ng 166159 5 14.04 1378090 20.0
Eicosane, 10-methyl- 14.84 6.1 ng 277947 6 15.52 913737 20.0
Hexacosane 15.18 6.1 ng 279224 6 15.52 913737 20.0
Octacosane 16.02 4.4 ng 201248 6 15.52 913737 20.0
Octadecane 16.53 2.7 ng 123304 6 15.52 913737 20.0
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