LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090717\

Data File : BF098326.D

Aca On : 7 Sep 2017 21:05 Instrument :
Operator : SJ/JU BNA_F

Sample : 15071-03 5X ggf:tosfg‘lo'e'd 1
Misc : —

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.857 468 471 480 rBV 38458 43095 3.21% 0.325%
2 5.287 541 544 559 rBV 605661 570512 42.45% 4 .308%
3 6.334 719 722 732 rBV 636101 606775 45.15% 4.582%
4 6.457 740 743 752 rVB 697321 593086 44.13% 4_479%
5 6.687 779 782 786 rBV 755607 649706 48.34% 4 .906%
6 6.845 805 809 812 rBV 466449 430363 32.02% 3.250%
7 7.251 874 878 884 rBV 390162 320591 23.85% 2.421%
8 7.975 997 1001 1004 rBV 931555 804639 59.87% 6.076%
9 9.045 1180 1183 1187 rBV 713505 600118 44.65% 4.532%
10 9.445 1246 1251 1255 rVB 89772 67707 5.04% 0.511%

11 9.728 1294 1299 1302 rBV 838094 767279 57.09% 5.794%
12 10.510 1429 1432 1441 rBV 301347 270434 20.12% 2.042%

13 10.633 1450 1453 1459 rBV3 9085 15083 1.12% 0.114%
14 10.810 1480 1483 1487 rBV 164066 130038 9.68% 0.982%
15 11.075 1526 1528 1531 rBV3 19463 17929 1.33% 0.135%
16 11.210 1547 1551 1553 rBV 776878 704575 52.43% 5.321%
17 11.228 1553 1554 1557 rVB 38479 28796 2.14% 0.217%
18 11.316 1566 1569 1576 rVB4 30743 28724 2.14% 0.217%
19 11.375 1576 1579 1585 rBV 18471 22130 1.65% 0.167%
20 12.416 1753 1756 1760 rBV 69577 61365 4._.57% 0.463%
21 12.645 1790 1795 1798 rBV 80314 81523 6.07% 0.616%
22 12.792 1816 1820 1823 rBV 500725 471620 35.09% 3.561%
23 12.886 1830 1836 1840 rBV2 16605 32329 2.41% 0.244%
24 13.080 1865 1869 1873 rBV3 13876 21998 1.64% 0.166%
25 13.269 1897 1901 1905 rBV 1523646 1343937 100.00% 10.149%
26 13.339 1910 1913 1915 rBV 17413 20451 1.52% 0.154%
27 13.386 1918 1921 1927 rBV 23385 25364 1.89% 0.192%
28 13.463 1931 1934 1937 rBV 41568 46383 3.45% 0.350%
29 13.569 1949 1952 1955 rBV 65768 61372 4._.57% 0.463%
30 13.616 1957 1960 1963 rVB 176019 144068 10.72% 1.088%
31 13.692 1971 1973 1980 rBV5 41804 65769 4_.89% 0.497%
32 13.763 1983 1985 1990 rVvVv 32883 30311 2.26% 0.229%
33 13.839 1993 1998 2001 rVvVv 923645 1044901 77.75% 7.891%
34 13.886 2004 2006 2010 rVB2 47693 53542 3.98% 0.404%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On > 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.986 2020 2023 2026 rBV2 50602 57063 4._.25% 0.431%

36 14.039 2029 2032 2035 rVB 344971 327420 24.36% 2.473%
37 14.110 2041 2044 2046 rBV 52953 46334 3.45% 0.350%
38 14.198 2055 2059 2062 rBV 348380 335304 24.95% 2.532%
39 14.233 2062 2065 2068 rVB 153280 130252 9.69% 0.984%
40 14.445 2097 2101 2106 rVB 418170 391950 29.16% 2.960%

41 14.510 2110 2112 2115 rBVY 89150 97271 7.24% 0.735%
42 14.786 2156 2159 2164 rVB 208845 239347 17.81% 1.807%
43 14.839 2165 2168 2173 rBV2 114217 159268 11.85% 1.203%
44 15.074 2202 2208 2212 rBVY 298737 441369 32.84% 3.333%
45 15.257 2234 2239 2246 rVB 409678 532752 39.64% 4.023%

46 15.468 2272 2275 2277 rBV2 66595 83199 6.19% 0.628%
47 15.839 2334 2338 2344 rBVY 147910 224413 16.70% 1.695%

Sum of corrected areas: 13242455
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF098326.D

1400000
1200000
1000000

800000 6.69
6.46

529 6.33

600000
6.85

400000

200000

e |\ G N || S |

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098326.D

1400000
1200000

1000000{7 97

9.73

11.21
800000 9.05

600000 12.79

400000
13.6.

S

200000 10.81
10.63,L 11.0744%827

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098326.D

1400000
1200000
13.84
1000000
800000
600000

400000

200000

O e

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.46 Concentration Rank 1

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

6.46 18.26 ng 593086 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 743 (6.457 min): BF098326.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 O o | "k ok o ok
01 O L m/z 68.10 48.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0 I
5000 98.0 116.0 RS S S AR A
6.20 6.40 6.60 6.80
m/z 134.00 31.80%
0 T I‘I\I\I\I "'hl : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:!-5|8|0|| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.00 29.90%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R AR RE SRR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.12%
5000
104.0
65.0
39.0 0 ‘
0 "'I'”'“"N'INM'§R"“'IJ"'I"‘W""I""I"" IR SRR AR LS
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.69 ng 130038 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 78
2 1H-Indole. 1-ethvl-2-phenvl- 221 C16H15N 013228-39-2 38
3 2-Pentene. 4-methvl-2.4-diphenvl- 236 C18H20 006258-73-7 38
4 Oxazole. 2.5-diphenvl- 221 C15H11NO 000092-71-7 38
5 Benz[j]isoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 38
Abundance Scan 1483 (10.810 min): BF098326.D (-1480) (-) m/z 221.20 100.00%
221.2
143.1
5000 91.0
10 oo, | 51| | 151 s 1045 10160 1080 11,00 1170
i 1 N | P NI DY) PRI SN VR NE m/z 143.10 48.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90964: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221.0
/\ J
5000 R SR PR R B
10140 1060 10,80 11.00 11 20
91.0 143.0 m/z 91.05 37.76%
270 5109 | MO | 1650 910 |
o SRR TN ATV - MR SR N S RN M1 SRR S VA WS M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
221.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 128.10 23.73%
o180 390 630 890 11001280 165.0 1919
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90951: 2-Pentene, 4-methyl-2,4-diphenyl-
221.0 10.40 10.60 10.80 11.00 11.20
m/z 222.10 18.99%
5000 91.0
0 510 70 0\ ‘ n \\Hllﬁlo 14\?0 17650 I 1910 ‘ A n
s 30 Ao e 80 o ik 1A 10 it 3o B0 230 | | 1040 10180 t0es 1ro 1030
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phthalic acid, 5-methylhex-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.76 ng 144068 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 5-methvlhex-2-vl ... 362 C22H3404 1000371-08-7 90
2 Phthalic acid. hex-3-vl isobutvl... 306 C18H2604 1000356-95-4 86
3 Phthalic acid. hept-2-vl isobutv... 320 C19H2804 1000356-97-0 80
4 Phthalic acid. dec-2-vl isobutvl... 362 C22H3404 1000356-93-8 78
5 Phthalic acid, cyclohexyl isohex... 304 C18H2404 1000315-34-0 72
Abundance Scan 1961 (13.621 min): BF098326.D (-1957) (-) m/z 149.00 100.00%
149.0
5000
srl 265.2 13.40 13.60 13.80 14.00
104.0 228.0 : : : :
Obr ek 83030801051 | 7311081 2280 P2 S 6 o e,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #192085: Phthalic acid, 5-methylhex-2-yl hepty! ester
149.0
5000 LRI ISR BUULIN UL B

13.40 13.60 13.80 14.00
m/z 150.00 9.78%

57.0 265.0
200 | 770 901210 | |
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
149.0
13.40 13.60 13.80 14.00
5000 m/z 56.05 6.79%
57.0
oL 290 84.0 104.0 223.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161285: Phthalic acid, hept-2-yl isobuty! ester B R e
149.0 13.40 13.60 13.80 14.00
m/z 41.10 6.45%
5000
57.0
223.0
o 200 | 770 1040 ‘ ‘ ‘ 265.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
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 6 unknownl14.20 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.20 6.42 ng 335304 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl isobutvl... 306 C18H2604 1000356-95-4 43
2 Phthalic acid. hexvl 6-methvlhep... 362 C22H3404 1000377-96-0 43
3 Phthalic acid. diChex-3-vl) ester 334 C20H3004 1000356-96-7 38
4 Phthalic acid. 4-methvlhept-3-vl... 348 C21H3204 1000377-94-0 38
5 Phthalic acid, 2-ethylcyclohexyl... 332 C20H2804 1000315-36-3 38
Abundance Scan 2059 (14.198 min): BF098326.D (-2055) (-) m/z 149.00 100.00%
149.0
5000 221.2
91.0
57.1

13.80 14.00 14.20 14.40 14.60

" 119.1
1

191.1 265.1
Ol et SEOAIOEL | 24402601 2032 D500 S T 47 500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149578: Phthalic acid, hex-3-yl isobutyl ester
149.0
5000

13.80 14.00 14.20 14.40 14.60
m/z 91.00 29.88%

57.0
290H | 104.0 L 22?0
o e o o RARREEEREREEERY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60

D

5000 m/z 119.05 24 .16%
oL %0 690 1040 251.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172455: Phthalic acid, di(hex-3-yl) ester . ST T T T T
149.0 13. 80 14. OO 14 20 14. 40 14 60

m/z 105.10 14.61%

5000
. 430 760 1040 | 2510

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. OO 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phthalic acid, heptyl hept-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.49 ng 130252 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl hept-4-vl ... 362 C22H3404 1000356-78-8 86
2 Phthalic acid. 2.4-dimethvlpent-... 376 C23H3604 1000356-84-7 83
3 Phthalic acid. hept-3-vl octvl e... 376 C23H3604 1000356-99-2 80
4 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 80
5 Phthalic acid, hexyl 6-methylhep... 362 C22H3404 1000377-96-0 80
Abundance Scan 2064 (14.227 min): BF098326.D (-2062) (-) m/z 149.00 100.00%
149.0
5000
57.1
104.0 14.00 14.20 14.40 14.60
0,....,l|...'!,.."..,'....',!...,.... A Ara20s1 202l 2762 8293 | "m/z 57.10  20.46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191990: Phthalic acid, heptyl hept-4-yl ester
149.0
5000 AR UL UL IR B

14,00 14.20 14.40 14.60
m/z 43.10 19.30%

57.0
o220, 98.0 123.0 | 265.0
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149.0
R
14.00 14.20 14.40 14.60
5000 m/z 41.00 12.77%
57.0
01290 830 1230 261.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #200556: Phthalic acid, hept-3-yl octyl ester R AEEmEEES L
149.0 14.00 14.20 14.40 14.60
m/z 56.05 11.52%
5000
57.0
200, %% 9801230 | | 2190
P T e e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14. 40 14 60

8270-BF081517.M Fri Sep 08 12:05:59 2017 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 8 Phthalic acid, hept-2-yl is... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 8.99 ng 239347 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-2-vl isobutv... 320 C19H2804 1000356-97-0 80
2 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 80
3 Phthalic acid. isobutvl pentadec... 432 C27H4404 1000309-07-3 72
4 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 72
5 Phthalic acid, 2,5-dichloropheny... 478 C26H32C1204 1000356-44-0 72
Abundance Scan 2160 (14.792 min): BF098326.D (-2156) (-) m/z 149.00 100.00%
148.0
5000
71851 1210 | aep1 2151 265120323212 14.40 14.60 14.80 15.00 15.20
ol d 27, 2210 | 1821 2151 265129323212 m/z 57.10 12.72%
m/z--> 50 100 150 200 250 300 350
Abundance #161285: Phthalic acid, hept-2-yl isobuty! ester
149.0
5000 SR SULIL B BRI I
14.40 14.60 14.80 15.00 15.20
570 m/z 150.00 9.84%
- 223.0
29.0 | 104.0 | | 265.0
m/z--> éo 100 150 200 250 300 350
Abundance
149.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 9.83%
01200 70 850 1210 279.0307 0
m/z--> 50 100 150 200 250 300 350
Abundance #222811: Phthalic acid, isobutyl pentadecy! ester B B E e
149.0 14.40 14.60 14.80 15.00 15.20
m/z 41.10 7.56%
5000
0 29. oH .\ . 1040 | 223.0 377.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phthalic acid, dodecyl hept... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.07 16.57 ng 441369 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. dodecvl hept-4-vl... 432 C27H4404 1000356-79-3 72
2 Phthalic acid. 5-methvlhex-2-vl ... 418 C26H4204 1000371-08-3 72
3 Phthalic acid. dodecvl 2-ethvlbu... 418 C26H4204 1000356-89-7 72
4 Phthalic acid. heptvl hept-3-vl ... 362 C22H3404 1000356-99-1 72
5 Phthalic acid, 2-propylphenyl tr... 466 C30H4204 1000357-02-8 72
Abundance Scan 2207 (15.068 min): BF098326.D (-2202) (-) m/z 149.00 100.00%
149.0
5000
57.1 104.0 1801 227 1 ) 65 ) 293 13012 14.80 15.00 15.20 15.40
Olprrrefbrr b o e ok 2271 260229313212 | "m/z 57.10  11.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #222799: Phthalic acid, dodecy! hept-4-yl ester
149.0
5000 L L S SRS I
14.80 15.00 15.20 15.40
m/z 43.10 9.60%
quFPH 9801230 | | 335.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 |
Abundance
149.0
14.80 15.00 15.20 15.40
5000 m/z 150.05 9.06%
57.0 321.0
0l29.0 99.0123.0 265.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #218659: Phthalic acid, dodecyl 2-ethylbuty! ester e e L AR RRan
149.0 14.80 15.00 15.20 15.40
m/z 41.10 7 .85%
5000
43.0
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 32'0 i 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.12 ng 83199 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 80
2 Phthalic acid. dec-2-vI undecvl ... 460 C29H4804 1000356-94-6 72
3 Phthalic acid. octvl 3.4.5-trich... 456 C22H23C1304 1000357-07-1 72
4 Phthalic acid. nonvl pentadecvl ... 502 C32H5404 1000308-92-7 72
5 Phthalic acid, heptyl tridec-2-y... 442 C28H4204 1000315-44-0 64
Abundance Scan 2275 (15.468 min): BF098326.D (-2272) (-) m/z 149.00 100.00%
149.0
5000
srd 15.20 15.40 15.60 15.80
b oo g s 1220 || 1791203.122812520 | 29813211 | oS0 E T e oy
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #231795: 1,2-Benzenedicarboxylic acid, diundecyl ester
149.0
5000 LR B SULILLE UL UL
15.20 15.40 15.60 15.80
3210 m/z 43.10 15.11%
0 430 690 97.0 1930
m>m&&%@@m@®ﬁmmmmﬁﬁ'
Abundance
149.0
15,20 15.40 15.60 15.80
5000 m/z 71.10 11.97%

43.0 &9 97.0 123.0 321.0

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

Abundance #228373: Phthalic acid, octyl 3,4,5-trichloropheny! ester R EEEEE RS

149.0 15.20 15.40 15.60 15.80
m/z 55.10 11.16%

5000
57.0
o200, | 1040 196.0 261.0 3270

R L A B o e B e 1 R R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15. 60 15. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098326.D

Aca On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phthalic acid, decyl dec-2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 8.42 ng 224413 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. decvl dec-2-vl ester 446 C28H4604 1000356-94-5 80
2 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 80
3 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 80
4 Phthalic acid. hexvl 6-methvlhep... 362 C22H3404 1000377-96-0 72
5 Phthalic acid, decyl 3,4-dimethy... 410 C26H3404 1000309-82-4 72
Abundance Scan 2338 (15.839 min): BF098326.D (-2334) (-) m/z 149.00 100.00%
148.0
5000
430 714 104.0 186, 1 222 1 256 ) 293 2 321 ) 15.60 15.80 16.00 16.20
Obprrrr el et O e et 2962 e | m/Z  43.05  10.95%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #226338: Phthalic acid, decyl dec-2-yl ester
149.0
5000 LR B SURBUL IR IR
15.60 15.80 16.00 16.20
2070 m/z 150.00 10.73%
ol 430 710 9701230 |
miz-> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149.0
" 15.60 15.80 16.00 16.20
5000 m/z 57.10 8.22%

430 690 97.0 1930 321.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #229281: Phthalic acid, dodecyl nonyl ester b RRREE EE s
149.0 15.60 15.80 16.00 16.20
m/z 41.05 6.11%
5000
. 430 710 1040 2930 3350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098326.D

Acq On : 7 Sep 2017 21:05

Operator : SJ/JU

Sample : 15071-03 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown6 .46 6.46 18.3 ng 593086 1 6.69 649706 20.0
1H-Indene, 2,3-di... 10.81 3.7 ng 130038 4 11.21 704575 20.0
Phthalic acid, 5-... 13.62 2.8 ng 144068 5 13.85 1044900 20.0
unknownl14 .20 14.20 6.4 ng 335304 5 13.85 1044900 20.0
Phthalic acid, he... 14.23 2.5 ng 130252 5 13.85 1044900 20.0
Phthalic acid, he... 14.79 9.0 ng 239347 6 15.26 532752 20.0
Phthalic acid, do... 15.07 16.6 ng 441369 6 15.26 532752 20.0
1,2-Benzenedicarb... 15.47 3.1 ng 83199 6 15.26 532752 20.0
Phthalic acid, de... 15.84 8.4 ng 224413 6 15.26 532752 20.0
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