LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On 9 Nov 2018 19:47 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5861-02 Ul
Misc i CY-OILY-WATER
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .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 2.228 20 24 32 rvB 304573 406072 11.34% 1.120%
2 5.163 520 523 531 rBV 33796 40126 1.12% 0.111%
3 5.557 587 590 608 rBV 581143 725539 20.26% 2.001%
4 5.904 643 649 652 rBY 1404108 1913229 53.43% 5.277%
5 6.563 758 761 774 rVB 437548 476793 13.32% 1.315%
6 6.657 774 777 782 rBV 82701 70994 1.98% 0.196%
7 6.710 782 786 794 rBVY 1582589 1453660 40.60% 4 _.009%
8 6.945 822 826 831 rVvVv 483609 494486 13.81% 1.364%
9 7.098 848 852 856 rBY 1475279 1261332 35.23% 3.479%
10 7.510 909 922 930 rBV2 1270380 2018936 56.38% 5.568%
11 7.657 941 947 953 rVB6 44806 87012 2.43% 0.240%
12 7.740 959 961 973 rVB3 21386 47550 1.33% 0.131%
13 7.834 973 977 979 rBV 60373 56795 1.59% 0.157%
14 7.863 979 982 985 rVvVv 47081 40820 1.14% 0.113%
15 7.904 985 989 992 rVvv3 29535 38062 1.06% 0.105%
16 7.945 992 996 1000 rVB2 48436 50939 1.42% 0.140%
17 8.045 1006 1013 1017 rBV3 68347 136124 3.80% 0.375%
18 8.181 1032 1036 1038 rBv4 36055 54396 1.52% 0.150%

19 8.222 1038 1043 1052 rVvVv 684496 848132 23.69% 2.339%
20 8.328 1056 1061 1065 rVB3 79035 107877 3.01% 0.298%

21 8.510 1089 1092 1096 rBV 151870 139832 3.91% 0.386%

22 8.551 1096 1099 1101 rVvVv 58362 60235 1.68% 0.166%
23 8.581 1102 1104 1108 rVB3 39387 42287 1.18% 0.117%
24 8.710 1122 1126 1129 rBV3 29265 37455 1.05% 0.103%
25 8.745 1129 1132 1136 rVB4 45203 52484 1.47% 0.145%
26 9.010 1170 1177 1179 rBV2 55500 85467 2.39% 0.236%
27 9.163 1197 1203 1208 rVB5 41671 72621 2.03% 0.200%
28 9.228 1211 1214 1219 rBv4 58387 75826 2.12% 0.209%
29 9.298 1221 1226 1229 rBV 2435780 2181659 60.93% 6.017%
30 9.404 1241 1244 1247 rBV 42930 47460 1.33% 0.131%
31 9.439 1247 1250 1253 rVB 211665 184878 5.16% 0.510%
32 9.569 1269 1272 1275 rBV 76613 82003 2.29% 0.226%
33 9.657 1284 1287 1290 rBV2 60681 62328 1.74% 0.172%

34 9.692 1290 1293 1294 rVV 120050 117658 3.29% 0.325%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On 9 Nov 2018 19:47 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5861-02 Ul
Misc i CY-OILY-WATER
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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.716 1295 1297 1305 rVB3 73345 125589 3.51% 0.346%

36 9.839 1314 1318 1322 rBV5 51290 80152 2.24% 0.221%
37 9.886 1322 1326 1328 rVV3 90358 112681 3.15% 0.311%
38 9.910 1328 1330 1332 rVB 69671 56413 1.58% 0.156%
39 9.986 1339 1343 1345 rBvV 788195 699548 19.54% 1.929%
40 10.010 1345 1347 1350 rVB 118672 89515 2.50% 0.247%
41 10.045 1350 1353 1355 rBV2 68762 59107 1.65% 0.163%
42 10.145 1368 1370 1373 rBV3 60305 61306 1.71% 0.169%
43 10.181 1374 1376 1380 rVB3 70192 66153 1.85% 0.182%

44 10.216 1380 1382 1387 rBV3 77437 117119 3.27% 0.323%
45 10.386 1406 1411 1414 rBvV4 173073 277504 7.75% 0.765%

46 10.422 1414 1417 1421 rVV3 230555 286719 8.01% 0.791%
47 10.486 1425 1428 1431 rVV 579802 493337 13.78% 1.361%
48 10.528 1432 1435 1437 rVV 212414 207622 5.80% 0.573%
49 10.622 1447 1451 1454 rBV 283034 361243 10.09% 0.996%
50 10.786 1475 1479 1482 rBV2 1366651 1384591 38.67% 3.819%

51 10.886 1492 1496 1499 rBV2 795831 851137 23.77% 2.348%
52 11.351 1573 1575 1582 rVB 406979 478011 13.35% 1.318%
53 11.486 1595 1598 1603 rVB 738633 708236 19.78% 1.953%
54 12.016 1683 1688 1691 rBV 1168369 1427189 39.86% 3.936%
55 12.810 1817 1823 1839 rVB 2059158 3580637 100.00% 9.876%

56 13.075 1864 1868 1871 rVB 1730999 1643735 45.91% 4 _.534%
57 13.586 1952 1955 1958 rVB 902134 707825 19.77% 1.952%
58 13.927 2010 2013 2014 rBV2 135545 158392 4.42% 0.437%
59 14.139 2045 2049 2052 rVB 476029 433974 12.12% 1.197%
60 14.604 2125 2128 2130 rBV 146347 115723 3.23% 0.319%

61 14.733 2147 2150 2155 rBV 624584 855472 23.89%% 2.359%
62 14.786 2157 2159 2164 rVvV 452301 730507 20.40% 2.015%
63 14.833 2165 2167 2170 rVvV 382340 514317 14.36% 1.419%
64 14.874 2171 2174 2180 rVV2 573532 1179157 32.93% 3.252%
65 14.927 2180 2183 2188 rVV 440155 742359 20.73% 2.048%

66 14.986 2190 2193 2196 rVvV 416907 620487 17.33% 1.711%
67 15.021 2196 2199 2204 rVV 409876 613386 17.13% 1.692%
68 15.080 2204 2209 2212 rVV 454248 628227 17 .55% 1.733%
69 15.121 2213 2216 2222 rVB 277458 379314 10.59% 1.046%
70 15.180 2222 2226 2229 rVB 242935 280395 7.83% 0.773%

71 15.227 2230 2234 2240 rVB 199628 266297 7.44% 0.734%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On > 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.280 2240 2243 2247 rVB 127236 139630 3.90% 0.385%
73 15.498 2277 2280 2288 rVB 161251 227613 6.36% 0.628%
74 15.621 2297 2301 2304 rBV 124823 149680 4.18% 0.413%
75 15.663 2304 2308 2318 rVB 343418 468069 13.07% 1.291%

76 15.780 2325 2328 2333 rVB2 42966 58613 1.64% 0.162%

77 16.074 2373 2378 2383 rVB2 100487 156062 4_.36% 0.430%

78 16.598 2463 2467 2474 r\VB 54337 92446 2.58% 0.255%
Sum of corrected areas: 36256556
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

CY-OILY-WATER

BF110637.D
9 Nov 2018 19:47
JussJ
J5861-02
8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000 293

TIC: BF110637.D

5.56

5.16

6.71 710

7.51

7.6t

O
Time-->

T
5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0'—.

TIC: BF110637.D

12.02

13.07

N,

Time-->

T
10.00 10.50 11.00

11.50

9.50 12.00

12.50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.

TIC: BF110637.D

59
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16

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

2.23 16.42 ng 406072 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 24 (2.228 min): BF110637.D (-20) (-) m/z 73.05 100.00%
3.0
5000 43.0
55.1 87.1
‘ 2.20 2.30 2.40 2.50 2.60
ittt e m/z 43.05 42 _.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 30.28%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 26.10%
29.0
o 1, \‘\ Ll 990 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
3.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.59%
5000 56.0
43.0
27.0
ol 150 ), M“\ J L 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Ethanol, 2-butoxy- Concentration Rank 2

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

5.90 77.38 ng 1913230 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 59
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 36
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 23
5 n-Butyl ether 130 C8H180 000142-96-1 12

Abundance Scan 648 (5.899 min): BF110637.D (-643) (-) m/z 57.05 100.00%
57.0
5000 45.0
871 5.60 5.80 6.00 6.20
75.0 : : : :
0 ..,....,....,....',:':..,..'.'.-,....,..'..,...|.,...19?.1...,..1.1?,0.... m/z 45.00 40.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000 L L R I
45.0 560 580 6.00 6.20
290 87.0 m/z 41.10 36.03%
180 1 5.0 1000 1180
mzs b %0 % 4 8 8 7 8 % 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5.60 5.80 6.00 6.20
5000 m/z 87.10 17.70%
29.0 75.0
87.0
18.0 \‘\ “‘ ‘ | 100.0
U R R R A S RS RS RS RS AR NS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: 3,3—Dimethy|butane—2—0| LSS B LI LA N N B
450 5710 5.60 5.80 6.00 6.20
m/z 56.10 8.43%
5000
29.0 69.0 87.0
m/z--> 1'0 2'0 3'0 4'0 50 6|O 70 80 90 1(')0 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 3

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

6.71 58.79 ng 1453660 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 786 (6.710 min): BF110637.D (-782) (-) m/z 132.00 100.00%
13}
5000 68.1
00 sio || %O To% oho oo 70
1 i | . m/z 68.10 42.40%
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 ISR SRS AN SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.72%
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 #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 27 .18%
33.0 44.0 0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“I'”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e b AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.18%
5000
104.0
ol 140 270 390 510 080 77.0 g9 115.0
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\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 trans-2-Dodecen-1-ol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.49 14.10 ng 493337 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Dodecen-1-ol 184 C12H240 069064-37-5 93
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Dodecanal 184 C12H240 000112-54-9 91
4 Pentadecanal- 226 C15H300 002765-11-9 91
5 1,11-Undecanediol 188 C11H2402 000765-04-8 87

Abundance Scan 1429 (10.492 min): BF110637.D (-1425) (-) m/z 57.00 100.00%

5000

3

10.20 10.40 10.60 10.80
m/z 43.10 84.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48743: trans-2-Dodecen-1-ol

3

5000 LA L L L L L LB
10 20 10 40 10. 60 10 80
29.0 m/z 41.10 70.66%
109.0
o 138.0  166.0184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71299: Tetradecanal
57.0
82.0 R R REES  REREEmmas
10.20 10.40 10.60 10.80
5000 29.0 m/z 55.00 58.44%
110.0
138.0 168.0
0 ...l.‘l..‘i“..“ ‘h H\\ Hu i M — \\ i |1940|2E|-|2|0|”|
m/z--> 20 40 6 100 120 140 160 180 200 220
Abundance #48694: Dodecanal RN R
41.0 10.20 10.40 10.60 10.80
m/z 82.00 54 .66%
82.0
5000
|
0 .1%.0,.\...,...1? Il w\ e N [ WU ¥ AL
m/z--> 20 40 100 120 140 160 180 200 220 10 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Decane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.89 24.04 ng 851137 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 81
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 60
Abundance Scan 1497 (10.892 min): BF110637.D (-1492) (-) m/z 57.10 100.00%
57.1
5000
85.1
s il 1060 10180 1100 1130
141.1 : : : :
Obrrr e ,..":.,-.I...',..!'.,.~'..-.,-...%"]?=!%.,I:..%?f‘;?.,...??f‘;?.,.... m/z 71.10 70.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl-
43.0
5000 71.0 LI B B UL B
10,60 10.80 11.00 11.20
m/z 43.10 51.16%
| " 1130 1410
0'”|i'*" e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 29.63%
113.0
29.0
m/z--> 20 Jo 65 éo 100 150 110 160 180 200 220 210 2éo
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-  EAmEmE RS
57.0 10.60 10.80 11.00 11.20
m/z 41.10 22 .10%
5000
85.0
3.0 169.0
29.0
s I w\w\wl““’ R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.35 13.50 ng 4738011 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1575 (11.351 min): BF110637.D (-1573) (-) m/z 57.10 100.00%
57.1
5000
113.1 11.00 11.20 11.40 1160
169.1
o...'.\,.!.‘.-l,.-l.'l..-,.:.2.0,1'.1..2?‘3,2.... e m/z 71.10  69.85%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 B SUURN B UL

11.00 11.20 1140 11.60
m/z 43.10 44.12%

z0] || l 1 1410 1830 g502540

Oty f I e o o e B o e A A
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
B e SRR
11.00 11.20 11.40 11.60
5000 m/z 85.10 38.98%
0 Zn | ' 9?0\ }410 1830 240.0
— = et
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R mE T o R
57.0 11.00 11.20 11.40 11.60
m/z 41.10 25.87%
5000
27,0 990 1410
0 Ly 1830 225.0 267.0 323.0 380.0
....,....,....,.... T T T T B e SRR
m/z--> 50 100 150 200 250 300 350 11. OO 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 40.30 ng 1427190 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64
Abundance Scan 1689 (12.022 min): BF110637.D (-1683) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1 ﬁ
213.2
157.1 185.1 pona 11,80 12.00 12.20 12.40
0! : m/z 60.00 82.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 UL LIS U UL B
83.0 11.80 12.00 12.20 12.40
J 1570 1g50 2130 2560 m/z 43.10 79.68%
ol
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 \NJVAMN\M,JMA”\ANMK,VVA»\N
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
"' 11/80 12.00 12.20 12.40
5000 129.0 m/z 55.10 70.94%
0 :.I'.S.'?. ‘;‘I .W. . wmw*/\_\m\_,%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid BEEmEEEs
73.0 11.80 12.00 12.20 12.40
43.0 m/z 57.10 70.03%
5000 129.0
171.0
97.0 214.0
0! .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11%0 1£oo 1250 1£4o

8270-BF110818.M Mon Nov 12 15:48:25 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.81 101.11 ng 3580640 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
Abundance Scan 1823 (12.810 min): BF110637.D (-1817) (-) m/z 73.00 100.00%
431 730
5000 _/t\_
185.2 241.2 aaas L A RRARA R
284.3 12.40 12.60 12.80 13.00 13.20
Ol 3142 "m/z 43.10 93.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 |, 73.
5000 AR SRR R
nmnmnmnmmw
241.0 284.0 m/z 60.00 85.10%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95854: Pentadecanoic acid
43.0 ,73.0

12.40 12.60 12.80 13.00 13.20
5000 m/z 57.10 78.44%

129.0 242.0
97.0 199.0
| “ 171.0

%

Obprbrr il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid A B o
73.0 12.40 12.60 12.80 13.00 13.20
43.0 m/z 55.10 72 .00%
5000 129.0
185.0 228.0
97.0
d I 157.0
b eor T T £ T [T T P T I e e R B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00 13 20

8270-BF110818.M Mon Nov 12 15:48:25 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexanedioic acid, bis(2-eth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.59 32.62 ng 707825 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Diisooctvl adipate 370 C22H4204 001330-86-5 78
3 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 68
4 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 62
5 Adipic acid, cycloheptyl isohexy... 326 C19H3404 1000324-71-8 50
Abundance Scan 1956 (13.592 min): BF110637.D (-1952) (-) m/z 129.00 100.00%
129.0
5000 57.1
[TrrrprrT T T T pTT
10 241.2 13.20 13.40 13.60 13.80 14.00
0 “ | ﬂ L M Jfeo1 1991 TV 2842 8323 hzy 57.10  44.39%
m/z--> 0 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 R UM SRR BB I
1320 13.40 13.60 13.80 14.00
57.0 m/z 71.10 28.27%
oL 20 L Jo | | pe0o 212010 mo  anig
m/z--> 0 50 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate
129.0
57.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 70.10 25.66%
29.0
241.0
0 \‘ ]109(# J57-0 199.0 | p72.0 313.0 370.0
mz> 0 50 100 150 200 250 300 350
Abundance #108911: Hexanedioic acid, mono(2-ethylhexyl)ester T e
129.0 13.20 13.40 13.60 13.80 14.00
m/z 55.10 25 .44%
5000 55.0
84.0
m/z--> 0 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00

8270-BF110818.M Mon Nov 12 15:48:26 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl14.73 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.73 39.43 ng 855472 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 46
2 Diisooctvl phthalate 390 C24H3804 000131-20-4 35
3 9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 30
4 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 27
5 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 22
Abundance Scan 2149 (14.727 min): BF110637.D (-2147) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1
l 261.1
14.40 14.60 14.80 15.00
oLl 1.]'. ,‘-. b }.|. ALK . \ =S || m/z 149.00  79.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
12.0
149.0 261.0
5000
14.40 14.60 14.80 15.00
l m/z 57.10 53.47%
0 M i _L | 189.0 3040 3610
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207658: Diisooctyl phthalate
149.0
14.40 14,60 14.80 15.00
5000 m/z 112.10 42 _.40%
57.0
U J 104.0 279.0
0'wii“NLWH'“'I“”'I""I”t'l"'W""I"”I""
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #240291: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... RS se SEE
149.0 14.40 14.60 14.80 15.00
m/z 55.10 31.03%
57.0
5000
113.0
279.0
o dol. | 186.0223.0 | 476.0
m/z--> 50 100 150 200 250 300 350 400 450 1440 14.60 14.80 15.00

8270-BF110818.M Mon Nov 12 15:48:27 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :
TIC Integration Parameters:

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 Phthalic acid, 2-fluorophen... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14 .83 23.70 ng 514317 Chrysene-di12 14_.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-fluorophenvl tr... 442 C27H35F04 1000356-50-4 72
2 Phthalic acid. 3-methvibutvl tet... 432 C27H4404 1000356-81-5 59
3 Phthalic acid. cvclobutvl tetrad... 416 C26H4004 1000314-90-9 59
4 Phthalic acid. hexvl 4-methvlpen... 334 C20H3004 1000356-87-6 59
5 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 53
Abundance Scan 2166 (14.827 min): BF110637.D (-2165) (-) m/z 149.00 100.00%
149.0
5000
43.1
}1711 R A AN
104.0 14.60 14.80 15.00 15.20
o1, L1060 ) | weo2071 2wz 28013071 | "m/z 43.10 29.88%
miz--> 50 100 150 200 250 300 350
Abundance #225398: Phthalic acid, 2-fluorophenyl tridecyl ester
149.0
5000 L SN UL IS SRR
14.60 14.80 15.00 15.20
m/z 57.10 27 .33%
o200, .I 1850 11,2 0 183.0 21507 1 331.0
miz--> 50 100 150 200 250 300 350
Abundance #222849: Phthalic acid, 3-methylbutyl tetradecyl ester
149.0
14,60 14.80 15.00 15.20
5000 m/z 71.10 21.23%
71.0
miz--> 50 100 150 200 250 300 350
Abundance #217960: Phthalic acid, cyclobutyl tetradecy! ester LR
149.0 14.60 14.80 15.00 15.20
m/z 85.10 18.95%
5000
55.0
o880 2210 3450
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF110818.M Mon Nov

12 15:48:28 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Phthalic acid, bis(7-methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 54 .34 ng 1179160 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 87
2 Phthalic acid. neopentvl 2-propv... 278 C16H2204 1000315-56-1 58
3 Phthalic acid. 5-methoxv-3-methy... 406 C24H3805 1000314-89-0 47
4 Phthalic acid. cvcloheptvl isohe... 346 C21H3004 1000322-83-1 46
5 1,2-Benzenedicarboxylic acid, bi... 250 C14H1804 000605-45-8 45
Abundance Scan 2173 (14.868 min): BF110637.D (-2171) (-) m/z 149.00 100.00%
149.0
5000 57.1
85.1 A ') U
293.2 14.60 14.80 15.00 15.20
0 ,....,.... |J...'ﬁ‘.1}.,1.|... A 602011 2410 1320234720 775710 47.59%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149.0
5000 LI B S SR B
43.0 71.0 14.60 14.80 15.00 15.20
m/z 43.10 44 _13%
ol ) e01220 | ars 250
mz-> 20 4'0 6|0 8|0 100 120 14'10 160 180 200 220 240 260 280 300 320 340
Abundance #125817: Phthalic acid, neopentyl 2-propy! ester
149.0
1460 14.80 15.00 15.20
5000 m/z 71.10 43.89%
0 430 710 1040 ‘ 19‘}0 | 237.0263.0
iz 20 A B0 100 150 150 160 50 250 230 240 20 24D 300 230 340
Abundance #214489: Phthalic acid, 5-methoxy-3-methylpentyl nonyl ester R EamEE o
149.0 14.60 14.80 15.00 15.20
m/z 85.10 24 .02%
5000
45‘ 0 gao 10 29? 0
0 ....”...‘. ”\” \”” aan e  aaaan e — e T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20

8270-BF110818.M Mon Nov 12 15:48:28 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Phthalic acid, 2,5-dichloro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 26.84 ng 628227 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2.5-dichloropheny... 492 C27H34Cl1204 1000356-66-3 72
2 Phthalic acid. 3-fluorophenvl he... 498 C31H43F04 1000356-66-2 72
3 Phthalic acid. monoamide. N-ethv... 437 C28H39N03 1000309-86-5 64
4 Phthalic acid. hexvl 2-methvlpen... 334 C20H3004 1000356-91-1 64
5 Phthalic acid, 2-fluorophenyl un... 414 C25H31F04 1000356-17-6 64
Abundance Scan 2209 (15.080 min): BF110637.D (-2204) (-) m/z 149.00 100.00%
149.0
5000
ot 190.0225.1259.1°%32 3332 14.80 1500 1520 1540
ol bk 4 1190022512591 7 - 8832 m/z 43.10 18.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234323: Phthalic acid, 2,5-dichlorophenyl tridecy! ester
149.0
5000 LI B SUML S B

14.80 15.00 15.20 15.40
m/z 57.10 17.84%

57.0
J | 104.0 ,183.0 230.0 293.0 33:[[.0
o e Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235081: Phthalic acid, 3-fluorophenyl heptadecy! ester
149.0
AN B R L e b
14.80 15.00 15.20 15.40
5000 m/z 71.10 16.83%
57.0
112.0 243.0
o N I O I S £ —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223980: Phthalic acid, monoamide, N-ethyl-N-(3-methylphen... I EammmnEEeEEee st
149.0 14.80 15.00 15.20 15.40
m/z 41.10 12.04%
5000
57.0
oL | | 910 238.0 317.0 451.0
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15. OO 15. 20 15. 40

8270-BF110818.M Mon Nov 12 15:48:29 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 Phthalic acid, hexadecyl 3-... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.12 16.21 ng 379314 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hexadecvl 3-methy... 460 C29H4804 1000356-81-7 64
2 Phthalic acid. 3-methvlbutvl non... 502 C32H5404 1000356-82-0 64
3 Phthalic acid. isohexvl 2-methvl... 320 C19H2804 1000322-81-3 59
4 Phthalic acid. 3-methvlbut-3-env... 360 C22H3204 1000357-10-7 59
5 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 59
Abundance Scan 2216 (15.121 min): BF110637.D (-2213) (-) m/z 149.00 100.00%
148.0
5000
57.1
293.2 14.80 15.00 15.20 15.40
ol .“,‘. Ll -. b 18512180 2611 | m/z 57.10 24.09%
m/z--> 100 150 200 250 300 350 400
Abundance #229317: Phthalic acid, hexadecyl 3-methylbutyl ester
148.0
5000 R SR UL IR B
14.80 15.00 15.20 15.40
71.0 m/z 71.10 22 .23%
237.0
0l29.0] 4 ] 104.0 . 391.0
m/z--> 50 100 150 200 250 300 350 460
Abundance #235546: Phthalic acid, 3-methylbutyl nonadecy! ester
148.0
14.80 15.00 15.20 1540
5000 m/z 43.10 18.25%
71.0
237.0
02901‘ I A1\04.0 l A 193.0 ] ‘ 433'0
m/z--> 50 100 150 200 250 300 350 400
Abundance #161337: Phthalic acid, isohexyl 2-methylbutyl ester T
149.0 14.80 15.00 15.20 15.40
m/z 41.05 16.59%
5000
43.0 85.0
o 2830
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF110818.M Mon Nov

12 15:48:30 2018

CY-OILY-WATER
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

Data File : BF110637.D

Aca On : 9 Nov 2018 19:47

Operator : JU/SJ

Sample : J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 Phthalic acid, 2-ethylbutyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.18 11.98 ng 280395 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 80
2 Phthalic acid. 3-fluoropnhenvl he... 498 C31H43F04 1000356-66-2 72
3 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 72
4 Phthalic acid. 3-fluorophenvl he... 484 C30H41F04 1000356-66-4 72
5 Phthalic acid, heptyl undecyl ester 418 C26H4204 1000308-94-0 64
Abundance Scan 2226 (15.180 min): BF110637.D (-2222) (-) m/z 149.00 100.00%
149.0
5000
4110 I|71|.0 1040 soal  ose 2932 14.80 15.00 15.20 15.40
ob b A ey e m/z 71.05 15.29%
m/z--> 50 100 150 200 250 300 350
Abundance #200578: Phthalic acid, 2-ethylbutyl nony! ester
149.0
5000 LA SN B BULRE R
14.80 15.00 15.20 15.40
m/z 57.10 15.24%
430 g5¢
ol w4 1210 , 251.0 2930
m/z--> 50 100 150 200 250 300 350 '
Abundance #235081: Phthalic acid, 3-fluorophenyl heptadecy! ester
149.0
14:80 15.00 15.20 1540
5000 m/z 43.10 13.55%
57.0
0 29.0‘J JJ A‘ A‘ 1\]-\2.0 ‘ 243.0 387.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #229281: Phthalic acid, dodecyl nonyl ester A B o
149.0 14.80 15.00 15.20 15.40
m/z 55.10 11.13%
5000
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\

Data File : BF110637.D

Acq On > 9 Nov 2018 19:47

Operator : JU/SJ

Sample - J5861-02 S
Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.23 16.4 ng 406072 1 6.95 494486 20.0
Ethanol, 2-butoxy- 5.90 77.4 ng 1913230 1 6.95 494486 20.0
unknown6.71 6.71 58.8 ng 1453660 1 6.95 494486 20.0
trans-2-Dodecen-1-ol 10.49 14.1 ng 493337 3 9.99 699548 20.0
Decane, 2-methyl- 10.89 24_.0 ng 851137 4 11.49 708236 20.0
Octadecane 11.35 13.5 ng 478011 4 11.49 708236 20.0
n-Hexadecanoic acid 12.02 40.3 ng 1427190 4 11.49 708236 20.0
Octadecanoic acid 12.81 101.1 ng 3580640 4 11.49 708236 20.0
Hexanedioic acid,... 13.59 32.6 ng 707825 5 14.14 433974 20.0
unknownl14 .73 14.73 39.4 ng 855472 5 14.14 433974 20.0
Phthalic acid, 2-... 14.83 23.7 ng 514317 5 14.14 433974 20.0
Phthalic acid, bi... 14.87 54_.3 ng 1179160 5 14.14 433974 20.0
Phthalic acid, 2,... 15.08 26.8 ng 628227 6 15.66 468069 20.0
Phthalic acid, he... 15.12 16.2 ng 379314 6 15.66 468069 20.0

6

Phthalic acid, 2-... 15.18 12.0 ng 280395 15.66 468069 20.0
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