LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20

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-BF092218 .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 4.887 473 476 484 rBV 55914 62485 2.61% 0.327%
2 5.316 545 549 561 rBY 1190488 1079081 45.01% 5.653%
3 6.340 720 723 733 rVB 845713 709639 29.60% 3.717%
4 6.475 742 746 749 rBVY 2063186 1831807 76.42% 9.596%
5 6.640 770 774 782 rBV 75489 70242 2.93% 0.368%
6 6.704 782 785 789 rBV 645216 589163 24.58% 3.086%
7 6.863 808 812 816 rVB 2095831 1820646 75.95% 9.537%
8 7.269 876 881 884 rBVY 1550643 1391905 58.06% 7.291%
9 7.569 928 932 939 rBV3 22563 46350 1.93% 0.243%
10 7.816 967 974 977 rBV 33783 46179 1.93% 0.242%
11 7.987 997 1003 1007 rBV 840852 708421 29.55% 3.711%
12 8.087 1015 1020 1023 rBV 73597 65966 2.75% 0.346%
13 8.187 1035 1037 1046 rVB6 23469 39486 1.65% 0.207%
14 8.351 1059 1065 1066 rBV3 26972 34747 1.45% 0.182%
15 8.369 1066 1068 1073 rVB3 33486 36938 1.54% 0.193%
16 8.598 1105 1107 1109 rBvV2 37707 30957 1.29% 0.162%

17 8.704 1122 1125 1131 rBV 168724 219215 9.14% 1.148%
18 8.798 1131 1141 1144 rVB2 94454 220048 9.18% 1.153%
19 9.063 1182 1186 1190 rBV 2695122 2397175 100.00% 12.557%

20 9.228 1211 1214 1218 rBV5 32941 41200 1.72% 0.216%
21 9.304 1224 1227 1230 rBv4 41087 45126 1.88% 0.236%
22 9.404 1241 1244 1248 rBV2 62840 75019 3.13% 0.393%
23 9.457 1250 1253 1257 rVB 134718 113186 4.72% 0.593%
24 9.504 1258 1261 1264 rVB4 25873 30462 1.27% 0.160%
25 9.545 1264 1268 1269 rBV3 24516 32880 1.37% 0.172%
26 9.651 1284 1286 1289 rVB2 46949 43740 1.82% 0.229%
27 9.739 1297 1301 1305 rVB 789097 694397 28.97% 3.638%
28 9.975 1338 1341 1343 rBV2 88989 83307 3.48% 0.436%
29 10.151 1368 1371 1374 rBV 69479 63074 2.63% 0.330%

30 10.522 1430 1434 1438 rBV 1360997 1275063 53.19% 6.679%

31 11.216 1549 1552 1555 rBV 734189 615289 25.67% 3.223%
32 11.775 1644 1647 1652 rVB 243373 246506 10.28% 1.291%
33 12.498 1768 1770 1774 rVB 164535 135089 5.64% 0.708%
34 12.804 1818 1822 1825 rVB 2214309 2049978 85.52% 10.739%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.710 1974 1976 1985 rVB 107449 132501 5.53% 0.694%

36 13.845 1995 1999 2004 rVB 875498 779458 32.52% 4.083%
37 14.692 2140 2143 2149 rVB 196440 189652 7.91% 0.993%

38 14.933 2182 2184 2188 rVB 54961 55524 2.32% 0.291%
39 15.245 2233 2237 2241 rVB 569743 639321 26.67% 3.349%
40 15.686 2310 2312 2317 rVB2 45484 52919 2.21% 0.277%

41 16.874 2510 2514 2521 rVB 56015 101990 4._.25% 0.534%
42 17.509 2616 2622 2633 rVB 78377 193543 8.07% 1.014%

Sum of corrected areas: 19089674
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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\HPCHEM1\BNA F\DATA\BF092618\
BF109355.D

26 Sep 2018 23:26

JussJ

J5055-20

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.89 2.12 ng 62485 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 477 (4.893 min): BF109355.D (-473) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
83.0 | 4.60 4.80 5.00 5.20
o ) NNV Y| RN N m/z 59.00 56.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SRS LR R
460 4.80 5.00 5.20
59.0 1010 m/z 101.10 20.99%
Ottty ey 800 B30 920 1T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43.0
460 4.80 5.00 520
5000 m/z 58.00 16.49%
55.0
. 200 710 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e b
43.0 460 4.80 5.00 5.20

m/z 41.10 9.97%

5000 101.0

28.0
70.0 84.0
15\10 \H‘ ol \‘M || . .
I L0 e e o B e s e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

59.0

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Propanol, 1-(2-methoxypro... Concentration Rank 12

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

6.64 2.38 ng 70242 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 78
2 2-Propanol. 1-(2-methoxv-1-methyvy... 148 C7H1603 020324-32-7 78
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 59
4 1-Propanol. 2-(2-methoxvpropoxv)- 148 C7H1603 013588-28-8 59
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-2 50

Abundance Scan 774 (6.640 min): BF109355.D (-770) (-) m/z 59.10 100.00%
5d.1
5000
4“1-1 2 104.0 Lios " 640 6.60 6.80 7.00
o 1 S A oM £ m/z 45.10 16.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000
6.40 6.60 6.80 7.00
410 450 50 m/z 73.10 12.82%
oL 180 i | "7 890 10801560 1300
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 10.78%
310 450
oL1so oyl 30 890 10401150 1300
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15091: 1-Propanol, 2,2'-oxybis-
59.0 6.40 6.60 6.80 7.00
m/z 43.05 10.51%
5000
31.0 45.0 103.0
oL 150 “‘ il 750 890
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Benzene, 1,2-dichloro-4-iso... Concentration Rank 5

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

8.70 6.19 ng 219215 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 99
2 Benzene. 1.4-dichloro-2-isocvanato- 187 C7H3CI2NO 005392-82-5 98
3 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 98
4 3.5-Dichlorophenvl isocvanate 187 C7H3CI2NO 034893-92-0 97
5 Benzene, 1,3-dichloro-2-isocyanato- 187 C7H3CI2NO 039920-37-1 96

Abundance Scan 1124 (8.698 min): BF109355.D (-1122) (-) m/z 187.00 100.00%
124.0 181.0 hxn&--ﬁﬂaﬁ
5000
158.9
Oesol | , 840 860 880 9.00
0! e m/z 124.00 89.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51133: Benzene, 1,2-dichloro-4-isocyanato-
187.0
124.0
5000 L B R R R
159.0 8.40 8.60 8.80 9.00
62.0 88.0 m/z 189.00 68.28%
m/z--> 20 40 60 80 100 150 150 1é0 1éo
Abundance #51132: Benzene, 1,4-dichloro-2-isocyanato-
124.0 187.0
840 860 880 9.00
5000 m/z 158.90 34 .60%
159.0
73.0 88.0
OIIIIIIII\W I\HMI ‘H\ \H‘ ||]|-0|9|0|| ||‘|]|-4|5.|0|||“|||||||“|||
m/z--> 20 40 80 100 120 140 160 180
Abundance #51127. Benzene, 1,2-dichloro-3-isocyanato- R R REan s e
187.0 8.40 8.60 8.80 9.00
m/z 126.00 28 .55%
124.0
5000
159.0
0. . .37‘?. .“. Ieﬁ\lol .“‘.‘l?ﬁ?.hl%qg:q T .‘. : .]|-4.5'.0. "|" T .“. — T e e Y
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2,7-Oxepanedione Concentration Rank 4

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

8.80 6.21 ng 220048 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.7-Oxepanedione 128 C6H803 002035-75-8 93
2 Hexanedioic acid 146 C6H1004 000124-04-9 86
3 1.4.8.11-Tetraoxadispirol4.1.4.2... 186 C9H1404 004086-01-5 43
4 Ethane-1.2-diamine. N.N"-dinitro... 348 C12H24N606 1000271-06-8 35
5 2-Pentenoic acid 100 C5H802 000626-98-2 27

Abundance Scan 1141 (8.798 min): BF109355.D (-1131) (-) m/z 100.05 100.00%
100.1
55.0
5000 69.0
39
o 12511410 1701 8.40 8.60 8.80 9.00 9.20
0! J"v—.‘“““v—erL“‘-v—‘QL"—v—v—v‘—v—'—v—v‘w—v—ﬁ—v—v—v' m/z 55.05 69 .90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12119: 2,7-Oxepanedione
450 100.0
5000 0.0 LR I R L I
8.40 8.60 8.80 9.00 9.20
m/z 41.05 63.15%
|824 128.0
O '!”Ih"'I'”'I'!"I”"I""I”"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21803: Hexanedioic acid
100.0
55.0 USRS RS SR RS
8.40 8.60 8.80 9.00 9.20
5000 m/z 45.00 58.66%
69.0
27.0 ‘
oL \M Iy 1 go_ w0
m/z--> 40 60 80 100 120 140 160 180
Abundance #50786: 1,4,8,11-Tetraoxadispiro[4.1.4.2]tridecane
100.0 8.40 8.60 8.80 9.00 9.20
m/z 69.00 49.03%
5000
42.0
27.0 56.0
o ) m“ |, 80 | 125014101570 1860
m/z--> 20 40 60 80 100 12'0 14'10 1('30 180 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Benzenamine, 2,4-dichloro- Concentration Rank 13

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

9.40 2.16 ng 75019 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4-dichloro- 161 C6H5CI2N 000554-00-7 96
2 Benzenamine. 2.5-dichloro- 161 C6H5CI2N 000095-82-9 96
3 Benzenamine. 3.4-dichloro- 161 C6H5CI2N 000095-76-1 95
4 Benzenamine. 3.5-dichloro- 161 C6H5CI2N 000626-43-7 91
5 Benzenamine, 2,3-dichloro- 161 C6H5CI2N 000608-27-5 89

Abundance Scan 1243 (9.398 min): BF109355.D (-1241) (- m/z 161.00 100.00%
161.0
109.1

5000

40.0 18?'1 9.00 9.20 9.40 9.60 9.80
ol SN || N - m/z 109.10 79.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31717: Benzenamine, 2,4-dichloro-
161.0
5000 | LN LI L L LB LB L
9.00 9.20 9.40 9.60 9.80
m/z 95.10 74 .85%
04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31710: Benzenamine, 2,5-dichloro-
161.0
I e o e e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 163.00 65.59%
63.0 90.0
126.0
0 3%\0\ J 1| T ‘ ‘\1090 \‘u m M‘
B B i o o B e N BN A o B o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31707: Benzenamine, 3,4-dichloro-
161.0 9.00 9.20 9.40 9.60 9.80
m/z 165.10 41.84%
5000
63.0 90.0
410 ‘ ‘ ‘ 126.0
ol 260 ity g ) U100 | a0 )
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Phenol, 2,3,6-trichloro- Concentration Rank 11

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

9.97 2.40 ng 83307 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3.6-trichloro- 196 C6H3CI30 000933-75-5 86
2 Phenol. 2.4.6-trichloro- 196 C6H3CI30 000088-06-2 70
3 Phenol. 2.4.5-trichloro- 196 C6H3CI30 000095-95-4 64
4 Phenol. 2.3.5-trichloro- 196 C6H3CI30 000933-78-8 64
5 Phenol, 2,3,4-trichloro- 196 C6H3CI30 015950-66-0 62

Abundance Scan 1340 (9.969 min): BF109355.D (-1338) (-) m/z 197.90 100.00%
19¥.9
5000
55.0 73.0
39,0 97.0 133.9 1609 e
15, 181.1 9.60 9.80 10.00 10.20
(o} m/z 195.90 98.57%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #58414: Phenol, 2,3,6-trichloro-
196.0
5000
97.0 9.60 9.80 10.00 10.20
1320 1600 m/z 199.90 37.83%
0 66.0
0L 12.0 29.0
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #58418: Phenol, 2,4,6-trichloro-
196.0
9.60 9.80 10.00 10.20
5000 m/z 73.00 31.61%
97.0 132.0
160.0
0'"'|"???'"éié'gqg'"|""|""|""|""|"'|"'
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #58415: Phenol, 2,4,5-trichloro- L B o
196.0 9.60 9.80 10.00 10.20

m/z 55.00 30.58%

5000 97.0
132.0

62.0
dazo 0L L0 | yso | 0ormo |

m/z--> 20 40 60 80 100 120 140 160 180 200 960 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 8.01 ng 246506 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1646 (11.769 min): BF109355.D (-1644) (-) m/z 73.00 100.00%
431 730 MMW/WWMM»JLMAWMMNmNV
5000
129.1
Jl orl 213.2 N SRR BRI UL
1711
93, 256.2 11.40 11.60 11.80 12.00
Obrrrrrdl- b, e BLNA82 sz 43.10 82.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L DU UL B S B

11,40 11.60 11.80 12.00
256.0 m/z 60.00 82.69%

157.0 1850 213.0

Jﬂ 83.0
A
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #84453: Tetradecanoic acid
73.0
S BLLILAL I o oo o
43.0 11.40 11.60 11.80 12.00
m/z 55.10 72 .84%
5000 129.0
185.0 228.0
97.0
| gl g 157.0
Ot el ol b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid L B o
43.0 73.0 11.40 11.60 11.80 12.00
‘ m/z 57.05 72.76%
= W,MMJK/\A—M
129.0
214.0
bz |
oo Mt i b S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl1l2.50 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.39 ng 135089 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butvl ether 130 C8H180 006863-58-7 38
2 1H-Pvrimidine-2.4-dione. 1-(2-et... 232 C9H13FN204 1000310-13-7 38
3 Dibutvl 3.6.9.12.15.18.21-heptao... 510 C24H46011 1000366-79-9 35
2-T2-T2-T2-T2-T2-(2-Methoxvethox... 340 C15H3208 1000352-04-1 35
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 27
Abundance Scan 1770 (12.498 min): BF109355.D (-1768) (-) m/z 57.10 100.00%
57.1
103.1
5000
RN BN BN U
161 1193 1 12.20 12.40 12.60 12.80
o....\, H‘ e 2432 3022 "m/z 103.10 73.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13657: Di-sec-butyl ether
48.0
5000 LR SRR RN BN SULE
101.0 12.20 12.40 12.60 12.80
l m/z 45.05 71.18%
o} e S o B o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #87946: 1H-Pyrimidine-2,4-dione, 1-(2-ethoxyethoxymethyl)-...
48.0 NMMA&@Av_J
103.0 AR AR
12.20 12.40 12.60 12.80
5000 m/z 101.10 40.18%
0 o b Ll ‘ 187.0 2320
m/z--> 50 100 150 200 250 300 350 400 Netr
Abundance #236264: Dibutyl 3,6,9,12,15,18,21-heptaoxatricosane-1,23-... BB B B S T
108.0 12.20 12.40 12.60 12.80
m/z 59.05 37 .54%
5000
45.0 159.0
ol bl d 203.0 247.0 291.0 365.0 409.0
m/z--> 50 1& ﬁo ﬁ 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.71 3.40 ng 132501 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1976 (13.710 min): BF109355.D (-1974) (-) m/z 57.10 100.00%
57.1
97.1
5000
39.1 1g1.1 229.1 £302.1 13.40 13.60 13.80 14.00
oL b LLLL 282 m/z 55.10 86.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 B DAL UM BN SRR
13,40 13.60 13.80 14.00
m/z 43.10 82.13%
39.0
o A IJ{JL 1 1820 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 79.60%
oL, { | MB o 1820 2380 2830 384.0 kaww
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester A REEREEaSS
57.0 13.40 13.60 13.80 14.00
m/z 97.10 75.11%
97.0
5000
169.0
oL l L1370 | . 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 5.93 ng 189652 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 58
2 Supraene 410 C30H50 007683-64-9 49
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 47
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 43
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 38
Abundance Scan 2143 (14.692 min): BF109355.D (-2140) (-) m/z 69.10 100.00%
69.1
5000 149.0 ~KA~»M\~v~MA~A~J(_\~V~MAA%~\,vW
R AL B SO B
14.40 14.60 14.80 15.00
o390 ok e L 20312361271.130723412 | "m/z 81.05 51.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 LR ISULIL B UL SRR
14,40 14.60 14.80 15.00
3 o m/z 149.00 50.36%
o220 IJr07 0 191.0 2310 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 41.10 26.91%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0 NMNﬁ\»nwthAJLJ{wbwa/\LMNNVMV
m/z--> §o 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol AR EEREE L
69.0 14.40 14.60 14.80 15.00
m/z 167 .00 18.70%
h M\_A\m\__
137.0
02|7:0|||JIJAOISIOIIIIIII:II'Q?OIIII ——r— T s o A A
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Phthalic acid, hex-3-yl und... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.87 3.19 ng 101990 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 86
2 Phthalic acid. decvl 6-methvlhep... 418 C26H4204 1000377-96-4 72
3 Phthalic acid. decvl hept-2-vl e... 404 C25H4004 1000356-97-7 72
4 Phthalic acid. 3-fluorophenvl tr... 442 C27H35F04 1000356-66-7 72
5 Phthalic acid, monoamide, N-meth... 423 C27H37N03 1000322-84-9 72
Abundance Scan 2513 (16.868 min): BF109355.D (-2510) (-) m/z 149.00 100.00%
149.0
5000
> 951 1990 178.0 208. o 281 o 3212 1660 1680 17.00 1720 _
o N St N DR Lo MU -1 B m/z 57.10 11.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #213825: Phthalic acid, hex-3-yl undecyl ester
149.0
5000 N S SULILN SIS S
16.60 16.80 17.00 17.20
430 m/z 43.10 9.89%
o 84 0 123.0 | 251. 0 321 0
miz-> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance #218689: Phthalic acid, decyl 6-methylhept-2-yl ester
149.0
16.60 16.80 17.00 17.20
5000 m/z 55.00 9.01%
01290, %00 850 1130 | zmomm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #213822: Phthalic acid, decyl hept-2-yl ester R EEEEE RS
149.0 16.60 16.80 17.00 17.20
m/z 41.10 8.83%
5000
200 570 9801230 | | 250 7
mz-> 20 Jo 60 éo 160 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109355.D

Aca On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample = J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl7.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.51 6.05 ng 193543 Perylene-di12 15.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methoxv-3-(p-methoxvphenvIl)-9H... 305 C18H15N302 004460-54-2 37

2 2.5-Bis(4-methoxvphenvl)-imidazo... 305 C18H15N302 189453-70-1 37

3 2H-Furol2.3-Hlchromen-2-one. 8.9... 305 C19H15N03 1000271-14-0 25

4 6-Hvdroxv-3-T2-methvl-2-I2-hvdro... 595 C31H49N303Si3 1000292-78-8 25
5 tert-Butyldimethylsilyl 3-iodobe... 362 C13H19102Si 1000373-18-3 25

Abundance Scan 2622 (17.509 min): BF109355.D (-2616) (-) m/z 305.15 100.00%
305.1
5000
57l 193.0
1121 R E e e R
I 147.9 2312 265.1. 4173 17.20 17.40 17.60 17.80
oL, d .u.. et S5 AL m/z 57.10  37.96%
m/z--> 100 150 200 250 300 350 400
Abundance #148755 6-Methoxy-3-(p-methoxyphenyl)-9H-pyridazino(3,4-b...
305.0
5000 LA L L L L L LB L |
17.20 17.40 17.60 17.80
m/z 193.00 32.21%
1380 1910 o0 220
ol 280 630 950 2P 2300 | | |
T L e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148746: 2,5-Bis(4-methoxyphenyl)-imidazol-4-carbonitrile
305.0
R S A m e
17.20 17.40 17.60 17.80
5000 m/z 71.05 26.18%
15.0
262.0
76{-0 5 1290 1720 219.0
ol ot ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #148840: 2H-Furo[2,3-H]chromen-2-one, 8,9-dihydro-4-methyl... B e A EEmEEmma
305.0 17.20 17.40 17.60 17.80
m/z 70.05 24 _38%
5000
91.0 248.0
39.0 138.0 204.0
R I VY TV e B SO AN [ o s Al st
m/z--> 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\

Data File : BF109355.D

Acq On : 26 Sep 2018 23:26

Operator : JU/SJ

Sample - J5055-20 Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
2-Pentanone, 4-hy... 4.89 2.1 ng 62485 1 6.71 589163 20.0
2-Propanol, 1-(2-... 6.64 2.4 ng 70242 1 6.71 589163 20.0
Benzene, 1,2-dich... 8.70 6.2 ng 219215 2 7.99 708421 20.0
2 ,7-Oxepanedione 8.80 6.2 ng 220048 2 7.99 708421 20.0
Benzenamine, 2,4-_.. 9.40 2.2 ng 75019 3 9.74 694397 20.0
Phenol, 2,3,6-tri... 9.97 2.4 ng 83307 3 9.74 694397 20.0
n-Hexadecanoic acid 11.77 8.0 ng 246506 4 11.22 615289 20.0
unknownl12 .50 12.50 4.4 ng 135089 4 11.22 615289 20.0
1-Nonadecene 13.71 3.4 ng 132501 5 13.85 779458 20.0
Squalene 14.69 5.9 ng 189652 6 15.24 639321 20.0
Phthalic acid, he... 16.87 3.2 ng 101990 6 15.24 639321 20.0
unknownl17.51 17.51 6.0 ng 193543 6 15.24 639321 20.0
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