LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 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-BF102318.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 2.305 31 37 51 rVB 1649078 2240849 81.86% 8.251%
2 5.198 526 529 536 rBV 48865 57974 2.12% 0.213%
3 5.587 591 595 605 rBY 1483737 1395232 50.97% 5.137%
4 6.587 761 765 768 rBVY 1032980 885586 32.35% 3.261%
5 6.610 768 769 778 rVB 56984 47209 1.72% 0.174%
6 6.740 786 791 794 rBVY 2478512 2396397 87.54% 8.824%
7 6.787 797 799 806 rVB 35839 36432 1.33% 0.134%
8 6.969 826 830 833 rBV 876755 733700 26.80% 2.701%
9 7.122 852 856 860 rBY 2163900 2043036 74.63% 7.523%
10 7.534 921 926 929 rBVY 1714364 1695183 61.93% 6.242%
11 7.792 967 970 978 rBV 29684 55083 2.01% 0.203%
12 8.251 1044 1048 1052 rBY 1058604 885569 32.35% 3.261%
13 8.292 1052 1055 1062 rVB 55927 84372 3.08% 0.311%
14 8.734 1126 1130 1135 rVB4 25543 34844 1.27% 0.128%
15 8.822 1141 1145 1148 rVB2 35685 33188 1.21% 0.122%
16 8.963 1166 1169 1173 rBV 121357 124195 4 .54% 0.457%
17 9.257 1214 1219 1221 rBV5 37924 47106 1.72% 0.173%
18 9.328 1226 1231 1234 rBvV 3061811 2737385 100.00% 10.079%
19 9.398 1240 1243 1246 rBvV2 55008 54697 2.00% 0.201%

20 9.716 1294 1297 1300 rBV 692539 594474 21.72% 2.189%

21 9.769 1304 1306 1310 rvv3 86272 98554 3.60% 0.363%
22 9.875 1320 1324 1326 rBV 252408 265071 9.68% 0.976%
23 9.916 1328 1331 1334 rVB 458209 404944 14.79% 1.491%
24 9.957 1335 1338 1340 rBV2 142989 164180 6.00% 0.605%
25 9.992 1341 1344 1345 rVV2 188864 192053 7.02% 0.707%

26 10.010 1345 1347 1350 rVB 760267 719755 26.29% 2.650%
27 10.039 1350 1352 1353 rBV2 66735 45094 1.65% 0.166%
28 10.345 1398 1404 1407 rBV3 384135 654374 23.91% 2.409%
29 10.380 1408 1410 1413 rVV3 248135 286666 10.47% 1.056%
30 10.422 1414 1417 1419 rVB 616927 578210 21.12% 2.129%

31 10.810 1479 1483 1486 rBV 1290874 1336173 48.81% 4.920%
32 10.922 1499 1502 1504 rVB 588149 545047 19.91% 2.007%
33 11.510 1600 1602 1606 rVB 641533 587390 21.46% 2.163%
34 13.098 1868 1872 1875 rVB 1989001 1843834 67.36% 6.789%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.974 2018 2021 2027 rVB 215914 255060 9.32% 0.939%

36 14.110 2042 2044 2049 rVvVv 171508 139821 5.11% 0.515%
37 14.157 2049 2052 2056 rVB 618514 542974 19.84% 1.999%
38 14.915 2178 2181 2184 rVB 118556 108656 3.97% 0.400%
39 15.004 2192 2196 2200 rVB 403797 427235 15.61% 1.573%
40 15.268 2239 2241 2246 rVB2 114928 119848 4._.38% 0.441%

41 15.680 2306 2311 2318 rVB2 352914 538548 19.67% 1.983%
42 16.321 2417 2420 2426 rVB 119048 177910 6.50% 0.655%

43 16.957 2524 2528 2533 rVB 83714 134978 4._.93% 0.497%
44 17.545 2622 2628 2638 rVB 362265 810116 29.59% 2.983%

Sum of corrected areas: 27159002
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110228.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2

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

2.30 61.08 ng 2240850 1,4-Dichlorobenzene-d4 6.97
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.299 min): BF110228.D (-31) (-) m/z 73.10 100.00%
3
5000 43
55 87
37| 7 220 240  2.60
S U ./ e m/z 43.05 41.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LA AL
43 220 240  2.60
55 87 m/z 55.10 28.80%
29 35 1] | 67 |
mz> %0 3 4 % 6 70 80 % 100 110 130 1%
Abundance #13739: 2,2,4-Trimethyl-3-pentanol ,\
73
87 A AL R
220 240 2.60
5000 55 m/z 87.10 25.92%
J L 79 |97 112 129
m/z--> 20 ' ' § ' 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- AL N N (L
73 220 240  2.60
m/z 41.05 13.61%
5000 43
58
|1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.74 Concentration Rank 1

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

6.74 65.32 ng 2396400 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 791 (6.740 min): BF110228.D (-786) (-) m/z 132.00 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 . . . :
[ | Weus .~ m/z 68.10 38.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS N SR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.49%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
LSRR SRR SRR SRR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.93%
41 97
53
Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.10%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SRS | S A SR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1,2-dichloro-4-iso... Concentration Rank 18

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

8.96 2.80 ng 124195 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 98
2 Benzene. 1.3-dichloro-2-isocvanato- 187 C7H3CI2NO 039920-37-1 96
3 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 96
4 Benzene. 1l.4-dichloro-2-isocvanato- 187 C7H3CI2NO 005392-82-5 96
5 3,5-Dichlorophenyl isocyanate 187 C7H3CI2NO 034893-92-0 95

Abundance Scan 1169 (8.963 min): BF110228.D (-1166) (-) m/z 187.00 100.00%

187
124
5000
159

a7 49 62 73 88 7 | 8.60 8.80 9.00 9.20
e e e m/z 124.00 65.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51135: Benzene, 1,2-dichloro-4-isocyanato-

187

.

5000

860 8.80 9.00 9.20
m/z 188.90 63.52%

26 37 50 62 73 88 o8 109 || 134145
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51130: Benzene, 1,3-dichloro-2-isocyanato-
187
124 8.60 8.80 9.00 9.20
5000 m/z 158.90 28.64%
159
37 73 88
12 26 °f 4 S L T %B109 || 13414 I I
L B B o e i B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51127: Benzene, 1,2-dichloro-3-isocyanato-
187 8.60 8.80 9.00 9.20
m/z 126.00 20.07%
124
5000
159
62 73 88
S T ,.‘\.1.3.4,14?..‘,\....,..w..,

m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1H-Indene, octahydro-2,2,4,... Concentration Rank 19

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

9.77 2.74 ng 98554 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
3 I1.2.41Triazololl.5-alpvrimidin-. .. 193 C8H11N50 1000351-50-1 38
4 Propanoic acid. 2-(acetvloxv)-. ... 270 C15H2604 064870-66-2 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 25

Abundance Scan 1306 (9.769 min): BF110228.D (-1304) (-) m/z 193.20 100.00%
193
o5 109
55 69 83
5000 41 123

9.40 9.60 9.80 10.00
m/z 109.10 69.61%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 R R
55 83 137 9.40 9.60 9.80 10.00
151 m/z 95.05 67.44%
165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137 LA L L L L LB L
a1 109 9.40 9.60 9.80 10.00
5000 55 95 m/z 83.10 61.38%
29 ‘
ST P -3 W -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55576: [1,2,4] Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-2-et... R e e
193 9.40 9.60 9.80 10.00
m/z 69.10 57.81%
54
5000 42 165
137
110
83 123 ‘ 150
..,....,....,...., i) N " T e —
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 12

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

9.87 7.37 ng 265071 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 64
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 42
3 4-n-Hexvlthiane. S.S-dioxide 218 C11H2202S 070928-52-8 38
4 Cetene 224 C16H32 000629-73-2 35
5 3-Hexene, 2,2,5,5-tetramethyl-, ... 140 C10H20 000692-47-7 25

Abundance Scan 1323 (9.869 min): BF110228.D (-1320) (-) m/z 69.10 100.00%
41 ¢
83 97 109
5000 123 193
207 UL A SRR SUNRE
224 9.60 9.80 10.00 10.20
m/z 55.10 92.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 R S EEEREsEEEas e
55 83 137 9.60 9.80 10.00 10.20
151 m/z 41.10 87.79%
| 165 179 208
m/z--> '20 40 60 8 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69
81 ' 9.60 9.80 10.00 10.20
5000 41 951D9 137 m/z 83.10 65.73%
152
..1.5|.h. i\\ \“‘ ‘.‘..Hl“..‘.‘.lul‘..]l-2.3...‘|.... AR R RARE R maa
m/z--> 100 120 140 160 180 200 220
Abundance #75445 4-n- Hexylthlane, S,S-dioxide L L L L N B BB
69 9.60 9.80 10.00 10.20
55 a3 m/z 109.10 64 .23%
5000 97
111 147
123134 161 201
m/z--> 20 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown9.92 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.92 11.25 ng 404944 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 27
3 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
4 Cyclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-96-0 18
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 15
Abundance Scan 1332 (9.922 min): BF110228.D (-1328) (-) m/z 193.20 100.00%
193
5000
208 9.60 9.80 10.00 10.20
m/z 97.10 53.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123
5000 LS IR RN B B
150 9.60 9.80 10. 00 10.20

m/z 69.10 48.08%

95
1527 4255 75 | 109 |I 136

| 164178
L o R RRARmEES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105728: Pentanoic acid, 10-undeceny! ester
56
41
LA s e
69 9.60 9.80 10.00 10.20
5000 83 m/z 109.10 47 . 49%
77
110
O 0 B e S
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #100851: Hexadecanedinitrile B B
97 9.60 9.80 10.00 10.20
m/z 41.10 46.29%
5000 83 | 1
41 55
69 124
15 \\ il ﬂ J‘ L o152166178191 208200233 247
A B B o e e S EARmmmzmamod e B e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown9.96 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.96 4.56 ng 164180 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 46
2 1.4-Hexadiene. 2.3.4.5-tetramethyl- 138 C10H18 051504-54-2 45
3 Cvclohexene. 1.4.6.6-tetramethvl- 138 C10H18 070092-37-4 38
4 (2Z2.4BE)-3.7-Dimethvl-2.4-octadiene 138 C10H18 1000374-08-4 38
5 (2E,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-2 38
Abundance Scan 1339 (9.963 min): BF110228.D (-1335) (-) m/z 123.10 100.00%
95
5000 n ¥ o |
69 137 193208 Y
5
173 299 9.60 9.80 10.00 10.20
102 m/z 95.10 54.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16995: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
81 T

5000

960 980 1000 1020
m/z 55.05 50.50%

138

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

Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
123
R B .
81 9.60 9.80 10.00 10.20
5000 m/z 109.10 48 .58%
55
41 ‘ 95 138
S I g
m/z--> 20 6 120 140 160 180 200 220
Abundance #16943. Cyclohexene, 1,4,6,6-tetramethy!- R B
123 9.60 9.80 10.00 10.20
a1 m/z 41.10 40.60%
5000 9%
‘ 138
4 H\ wHw w\ O .
m/z--> 20 40 120 140 160 180 200 220 9. 60 980 10. OO 10 20

8270-BF102318.M Mon Oct 29 10:25:46 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl10.35 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.35 18.18 ng 654374 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 30
2 lridomvrmecin 168 C10H1602 000485-43-8 25
3 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 25
4 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 25
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 15
Abundance Scan 1405 (10 351 min): BF110228.D (- 1398) ( ) m/z 69.10 100.00%
41 69
123
81 109 137
5000
207
157 149 IUNNUUSSUSRUARN SRR
222 536 10.00 10.20 10.40 10.60
m/z 95.10 99.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54661: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim...
95

5000

10,00 10.20 10.40 10.60
138 m/z 193.20 95.46%

1 0163 177 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36331: Iridomyrmecin
95
R B i R e
10.00 10.20 10.40 10.60
5000 67 81 | 109 m/z 55.10 93.45Y%
i 168
27 | 123 138150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56495: Naphthalene, 2-butyldecahydro- R mE T o R
137 10.00 10.20 10.40 10.60
81 g5 m/z 41.10 88.25%
41
5000 67
%5 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60

8270-BF102318.M Mon Oct 29 10:25:47 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl10.38 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.38 7.97 ng 286666 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-79-1 43
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
3 1-Anthracenamine 193 C14H11N 000610-49-1 25
4 2-Phenvlindolizine 193 C14H11N 025379-20-8 18
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 18
Abundance Scan 1410 (10.380 min): BF110228.D (-1408) (-) m/z 193.20 100.00%
193
109 123
95
5000 69 137
4l 55 ot 173
| | ] | 157 | | 207 930 10.00 10.20 10.40 10.60
LA W YT R OO NP P m/z 123.10 60.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78628: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109 193
123
5000 AR SRR RS R
83 10,00 10,20 10.40 10.60
151 m/z 109.10 57.33%
o9 4355 70 5
o P 0|4 | 137 || 163175 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69 §
83 123 137 NSRRI BUSR SUNERE I
a1 109 10.00 10.20 10.40 10.60
5000 55 95 m/z 95.10 49 .16%
29

II\I‘ \‘ H‘ “h H\‘ .y )l 152165179 | 208

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

Abundance #55481: 1-Anthracenamine A B o
193 10.00 10.20 10.40 10.60
m/z 69.10 43.92%
5000 165
97
39 51 63 8 "1 11515713995, | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60

8270-BF102318.M Mon Oct 29 10:25:47 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2,6-Naphthalenedione, octah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.42 16.07 ng 578210 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 53
2 4-Fluorobenzoic acid. 4-pentadec... 350 C22H35F02 1000280-68-5 50
3 4-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 1000299-15-1 49
4 4-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000279-05-8 47
5 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 46
Abundance Scan 1417 (10.422 min): BF110228.D (-1414) (-) m/z 123.10 100.00%
123
5000
41 55 69 81 95 109 207
137 222 "' 1020 10.40 1060 10.80
149 187 : : : :
0 165 236 m/z 69.10 34.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123 208

10.20 10,40 10.60 10.80
m/z 55.10 33.90%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #184118: 4-Fluorobenzoic acid, 4-pentadecy! ester
123
BEEmEEEs
10.20 10.40 10.60 10.80
5000 41 m/z 109.10 32.90%
29 55 95
‘ 69 83
Al s | s sen 1108 20 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67444: 4-Fluorobenzoic acid, 3-methylbut-2-eny! ester BEEmEEEs
123 10.20 10.40 10.60 10.80
m/z 95.10 32.32%
5000 68
41 95
27 | % | e | | 140 163179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10 40 10. 60 10.80

8270-BF102318.M Mon Oct 29 10:25:47 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.92 18.56 ng 545047 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 70
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64
Abundance Scan 1502 (10.922 min): BF110228.D (-1499) (-) m/z 57.10 100.00%
57
71
43
5000
85 183 S
99
127 141153 168 198 10.60 10.80 11.00 11.20
,”..“.J,.M.VJ.i..L,”..p.”,:L.U..m.”?ﬁ??ﬁffn, m/z 71.10 72.86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28432: Decane, 2-methyl-
57
5000 71 SRR AR IR UL

10,60 10.80 11.00 11.20
m/z 43.10 54.38%

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94351: Hexadecane, 3-methyl-

43 10.60 10.80 11.00 11.20
5000 71 m/z 85.10 28.69%

85

Il ﬂ % 113127141155169183197211225240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane e A REEEEEasS
57 10.60 10.80 11.00 11.20

sl m/z 183.10  25.29%

5000 85

29

99
113 127 141 155 169182 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF102318.M Mon Oct 29 10:25:48 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11-Tricosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.39 ng 255060 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
3 1ll1-Methvldodecanol 200 C13H280 085763-57-1 83
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 76
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 76
Abundance Scan 2020 (13.968 min): BF110228.D (-2018) (-) m/z 57.10 100.00%

5000

13.60 13.80 14.00 14.20

125 149 177 199
m/z 43.10 96.61%

304 330

229247 273

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163017: 11-Tricosene
43
5000 83 T LR B TTT T TT T[T

Bmmmmmmm
‘ 111 m/z 55.10 86 .85%

140 168 196 224243 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175129: Trifluoroacetoxy hexadecane
5[7
83 LA L L L L LB L
13.60 13.80 14.00 14.20
5000 4 m/z 69.10 84 .88%
224
s 139 165 196 o51 289 320
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #61345: 11-Methyldodecanol L BT o e
69 13.60 13.80 14.00 14.20
a1 m/z 97.10 73.65%
5000
97
125 154171 4q5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. OO 14. 20

8270-BF102318.M Mon Oct 29 10:25:49 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.00 ng 108656 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2182 (14.921 min): BF110228.D (-2178) (-) m/z 57.10 100.00%
57
85
5000
11 149 44 215238 272293315 333350 362 14.60 14.80 15.00 15,20 _
— I'II I.IJI.AII ll” ‘l ulln l.lllllhl N nll o il'm it | i | m/z 71_10 85_50%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 R U I IR IR

14,60 14.80 15.00 15.20
m/z 43.10 65.63%

113
2?] L 4 169 197 225 267 295 365 393
B e e — e
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
e
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 56.91%
29
T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane B BAREEEREEE T
57 14.60 14.80 15.00 15.20
m/z 41.10 24 _43%
5000 85
113
29 1| |14 169 197 225 253 295 366
. e e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318.M Mon Oct 29 10:25:49 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Phthalic acid, di(2-propylp... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.00 15.87 ng 427235 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(2-propvipentvl... 390 C24H3804 1000377-93-5 80
2 Dicvclohexvl phthalate 330 C20H2604 000084-61-7 64
3 Didecan-2-vl phthalate 446 C28H4604 028029-89-2 59
4 Phthalic acid. isohexvl isoporpy... 292 C17H2404 1000315-00-4 53
5 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 53
Abundance Scan 2195 (14.998 min): BF110228.D (-2192) (-) m/z 149.00 100.00%
149
5000
43 69
AL AU N
97 121 307 14.60 14.80 15.00 15.20 15.40
J‘ h lai13L | 1180 207231 257278 307 341 m/z 167.00  37.40%
m/z--> 100 150 200 250 300 350 400 450
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149
5000 U N B
14.60 14.80 15.00 15.20 15.40
m/z 43.10 32.04%
| [84 1 113 180 279
miz--> "'s'o""lc')d"'1sd"'zod"'zsd"'366"'3éd"'466"'450
Abundance #169296: Dicyclohexyl phthalate
149
14.60 14.80 15.00 15.20 15.40
5000 m/z 69.10 28 .55%
m/z--> §0 160 150 200 250 300 350 400 450
Abundance #226333: Didecan-2-yl phthalate N e o
149 14.60 14.80 15.00 15.20 15.40
m/z 57.10 27 .48%
307
L - S
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20 15.40

8270-BF102318.M Mon Oct 29 10:25:50 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.27 4.45 ng 119848 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hexacosane 366 C26H54 000630-01-3 68
4 Tetracosane 338 C24H50 000646-31-1 64
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
Abundance Scan 2241 (15.268 min): BF110228.D (-2239) (-) m/z 57.10 100.00%
57
5000
9 15,00 15.20 1540 15.60
169 300
i 197215 240 270 323 352 77 71.10 64 310
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRI BRI BURELN UL B
mmmmmmmm
113 m/z 43.10 61.50%
29 | ][ L 109159211 239 267 295 333 352
m/z--> §o 100 150 200 250 360 3%0
Abundance #141426: Heneicosane
57
o 15,00 15.20 1540 15.60
5000 m/z 85.10 45 _55Y%
29 113
HEER J[ I 1§1 (169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane R EEEEE RS
57 15.00 15.20 15.40 15.60
m/z 55.10 26.00%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 150 2(')0 251;0 300 3&1;0 15'00 15. 20 15. 40 15 60

8270-BF102318.M Mon Oct 29 10:25:50 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Phthalic acid, decyl nonyl ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.32 6.61 ng 177910 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. decvl nonvl ester 432 C27H4404 1000308-89-8 80
2 Phthalic acid. dodecvl hex-3-vl ... 418 C26H4204 1000356-96-3 72
3 Phthalic acid. decvl isohexvl ester 390 C24H3804 1000308-98-4 72
4 Phthalic acid. cvclobutvl hexvl ... 304 C18H2404 1000314-90-1 72
5 Phthalic acid, nonyl pentafluoro... 458 C23H23F504 1000356-30-4 72
Abundance Scan 2420 (16.321 min): BF110228.D (-2417) (-) m/z 149.00 100.00%
149
5000
43 16.00 16.20 16.40 16.60
85 307
ol u8f. 104123 | 107184203220 243 27128907 333355 | 75743 10  11.13%
m/z--> 50 100 150 200 250 300 350
Abundance #222788: Phthalic acid, decyl nonyl ester
149
5000 NSNS IR SRR
16.00 16.20 16.40 16.60
m/z 150.00 10.32%
fﬁ, 69 104127 167 275293
m/z--> 50 100 150 200 250 300 350
Abundance #218627: Phthalic acid, dodecyl hex-3-yl ester
149
16.00 16.20 16.40 16,60
5000 m/z 57.10 7.78%
167
43 71 104123 | | 251 31733
m/z--> 50 100 150 200 250 300 350
Abundance #207675: Phthalic acid, decyl isohexyl ester e A RERREEESE L
149 16.00 16.20 16.40 16.60
m/z 41.00 7.19%
5000
43
25 67T M0z W7 gwest pe
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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, 2,4-dimethyl... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.96 5.01 ng 134978 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phthalic acid.
2 Phthalic acid.
3 Phthalic acid.
4 Phthalic acid.
5 Phthalic acid,

2.4-dimethvilpent-...
trans-hex-3-envl ...
8-chlorooctvl und...
ethyl tetradecvl ...
4-octyl propyl ester

418 C26H4204
402 C25H3804
466 C27H43C104
390 C24H3804
320 C19H2804

1000356-85-0 80
1000360-48-9 72
1000356-86-6 72
1000309-00-5 72
1000314-83-7 64

Abundance Scan 2529 (16.962 min): BF110228.D (-2524) (-) m/z 149.00 100.00%
149
5000
83 104125 218 255 283 321 16.60 16.80 17.00 17.20
...l|,‘.l.'.l-.,~.... 170104218 285 288 4 o m/z 57.10 16.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218737: Phthalic acid, 2,4-dimethylpent-3-yl undecy! ester
149
5000 LA L L L L L L
16.60 16.80 17.00 17.20
57 m/z 43.10 13.34%
204 | 50104 33,
i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #213063: Phthalic acid, trans-hex-3-enyl undecy! ester
149
R e
16.60 16.80 17.00 17.20
5000 82 m/z 150.00 9.47%
291\5?\ 104 | 321
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #230267: Phthalic acid, 8-chlorooctyl undecy! ester B L e E T
149 16.60 16.80 17.00 17.20
m/z 55.10 9.24%
5000
29 9 83104126 | 3}3 431
I e e B LN nan e B R e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110228.D

Aca On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample : J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 Phthalic acid, hex-3-yl und... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.54 30.09 ng 810116 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 78
2 Didecvl phthalate 446 C28H4604 000084-77-5 78
3 Phthalic acid. 8-chlorooctvl tri... 494 C29H47Cl104 1000356-86-8 78
4 Phthalic acid. 2-ethvlcvclohexvl... 430 C27H4204 1000315-36-1 78
5 Phthalic acid, 2-propylpentyl un... 432 C27H4404 1000377-92-7 78
Abundance Scan 2627 (17.539 min): BF110228.D (-2622) (-) m/z 149.00 100.00%
149
5000 A
R e S
71 321 17.20 17.40 17.60 17.80
ol .'1,". Q4126 | | 186210 239261 29551 355 | ;n/z 43.10 12.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #213825: Phthalic acid, hex-3-yl undecy! ester
149
5000 L DU BN B IR
17.20 17.40 17.60 17.80
43 m/z 150.00 10.02%
.84 123 251 321
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226332: Didecy! phthalate
149
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
17.20 17.40 17.60 17.80
5000 m/z 57.10 9.86%
43 307
"'ulmq?"l??' T '%7§'| RN S DAL SURLEL UL SR MvNMwa\MMwM/\LVMavqnﬂ,M\“,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234545: Phthalic acid, 8-chloroocty! tridecy! ester R e EEAER R
149 17.20 17.40 17.60 17.80
m/z 55.00 7.98%
- WJLW
29,2 81104 313 349 459
m/z--> 50 100 150 200 250 300 350 400 450 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102618\
Data File : BF110228.D

Acq On : 26 Oct 2018 23:40

Operator : JU/SJ

Sample - J5656-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.30 61.1 ng 2240850 1 6.97 733700 20.0
unknown6.74 6.74 65.3 ng 2396400 1 6.97 733700 20.0
Benzene, 1,2-dich... 8.96 2.8 ng 124195 2 8.25 885569 20.0
1H-Indene, octahy... 9.77 2.7 ng 98554 3 10.01 719755 20.0
Decahydro-4,4,8,9. .. 9.87 7.4 ng 265071 3 10.01 719755 20.0
unknown9.92 9.92 11.3 ng 404944 3 10.01 719755 20.0
unknown9 .96 9.96 4.6 ng 164180 3 10.01 719755 20.0
unknown10.35 10.35 18.2 ng 654374 3 10.01 719755 20.0
unknown10.38 10.38 8.0 ng 286666 3 10.01 719755 20.0
2,6-Naphthalenedi... 10.42 16.1 ng 578210 3 10.01 719755 20.0
Decane, 2-methyl- 10.92 18.6 ng 545047 4 11.51 587390 20.0
11-Tricosene 13.97 9.4 ng 255060 5 14.16 542974 20.0
2-methyloctacosane 14.92 4.0 ng 108656 5 14.16 542974 20.0
Phthalic acid, di... 15.00 15.9 ng 427235 6 15.69 538548 20.0
Pentacosane 15.27 4.5 ng 119848 6 15.69 538548 20.0
Phthalic acid, de... 16.32 6.6 ng 177910 6 15.69 538548 20.0
Phthalic acid, 2,... 16.96 5.0 ng 134978 6 15.69 538548 20.0
Phthalic acid, he... 17.54 30.1 ng 810116 6 15.69 538548 20.0
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