LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 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-BF040618.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 5.416 562 566 587 rBVY 2042747 2162328 15.01% 4.913%
2 6.439 736 740 757 rBVY 2002998 2202938 15.29% 5.005%
3 6.563 757 761 765 rBVY 2279088 2219603 15.40% 5.043%
4 6.786 796 799 803 rBV 772914 645078 4._.48% 1.466%
5 6.945 822 826 829 rBVY 2057118 1783893 12.38% 4._.053%
6 7.357 889 896 899 rBY 1478604 1353818 9.40% 3.076%
7 8.075 1014 1018 1021 rBV 958907 842939 5.85% 1.915%
8 9.151 1196 1201 1204 rBV 2582456 2407489 16.71% 5.470%
9 9.545 1264 1268 1275 rVB 228002 216411 1.50% 0.492%
10 9.827 1312 1316 1319 rBVvV2 1043312 924099 6.41% 2.099%

11 10.621 1447 1451 1455 rBV 1444798 1381997 9.59% 3.140%
12 10.721 1466 1468 1478 rVB 94341 157704 1.09% 0.358%
13 11.321 1566 1570 1572 rBV 920114 875772 6.08% 1.990%
14 11.345 1572 1574 1578 rVB 991446 752120 5.22% 1.709%
15 11.398 1580 1583 1585 rBV 161655 154590 1.07% 0.351%

16 11.663 1624 1628 1632 rVB2 131138 151752 1.05% 0.345%
17 11.845 1656 1659 1662 rvv2 259017 270555 1.88% 0.615%
18 11.933 1671 1674 1677 rBV 257270 245249 1.70% 0.557%
19 12.539 1773 1777 1780 rBV 1139201 968701 6.72% 2.201%
20 12.627 1789 1792 1796 rVB2 174175 158442 1.10% 0.360%

21 12.768 1810 1816 1819 rBV 877798 921242 6.39% 2.093%
22 12.910 1836 1840 1846 rVB 1768342 1775611 12.32% 4._.034%
23 13.092 1867 1871 1874 rVB2 171651 242030 1.68% 0.550%
24 13.715 1974 1977 1980 rBV2 144979 157089 1.09% 0.357%
25 13.780 1986 1988 1993 rBV2 124427 188594 1.31% 0.428%

26 13.974 2011 2021 2023 rBV 5474504 14409957 100.00% 32.738%
27 13.998 2023 2025 2030 rVB 473598 447933 3.11% 1.018%
28 14.221 2060 2063 2067 rBV3 124058 179558 1.25% 0.408%
29 14.562 2118 2121 2123 rBV 280834 273722 1.90% 0.622%
30 14.592 2123 2126 2130 rVB 1017975 893653 6.20% 2.030%

31 14.921 2179 2182 2185 rBV 210932 242552 1.68% 0.551%
32 14.956 2185 2188 2190 rBV2 152185 156115 1.08% 0.355%
33 15.015 2195 2198 2201 rBV 258879 341403 2.37% 0.776%
34 15.309 2244 2248 2256 rVB3 256725 518934 3.60% 1.179%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.380 2256 2260 2265 rBV 219579 270881 1.88% 0.615%
36 15.439 2266 2270 2274 rBV 393890 465043 3.23% 1.057%
37 16.039 2368 2372 2378 rVB 159862 240324 1.67% 0.546%

38 16.898 2513 2518 2523 rBV 106207 200073 1.39% 0.455%
39 17.833 2667 2677 2689 rVB 836795 2215815 15.38% 5.034%

Sum of corrected areas: 44016007
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104947.D

5000000

4000000

3000000

5.42 6.96 6.95
2000000 i 6.44 i
7.36

1000000 6.79
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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: BF104947.D

5000000
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3000000
9.15

2000000

1000000, 8:07

i

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: BF104947.D
13.97

5000000
4000000
3000000
2000000
1000000 4.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 2

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

6.56 68.82 ng 2219600 1,4-Dichlorobenzene-d4 6.79
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 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 761 (6.563 min): BF104947.D (-757) (-) m/z 132.00 100.00%
5000 68
40 | 6 620 640 6.60 680
54 75 104 : . . .
o 28 02| R e LW ms W w/z 68.10  40.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRS R R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.20%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 25.45%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R T
132 6.20 6.40 6.60 6.80
o7 m/z 69.05 15.98%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 §o 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.60 ng 157704 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 86
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1468 (10.721 min): BF104947.D (-1466) (-) m/z 57.10 100.00%

g7

5000

10.40 10.60 10.80 11.00
m/z 71.05 70.89%

113

o 141 159 180195 215 244
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LA L L L L L B LB L |
4 10.40 10.60 10.80 11.00
183 m/z 43.10 63.83%
L . A |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
I e RERREEESEE
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 47 .20%
41
155
0 26 113128 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane R ma
57 10.40 10.60 10.80 11.00
m/z 41.10 29.50%
5000 8
4 5
o ‘ | | ] /8 141 160 197 225 253 282
P.”,””,”.q”.w”.q.”q.”..”..”..”..”..”..”.P.”P.” e B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1,1"-Biphenyl, 2,3",5-trich... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.47 ng 151752 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3".5-trichloro- 256 C12H7CI3 038444-81-4 98
2 1.17-Biphenvl. 2.4 5-trichloro- 256 C12H7CI3 016606-02-3 98
3 1.1°-Biphenvl. 2.3.4-trichloro- 256 C12H7CI3 055702-46-0 98
4 1.1"-Biphenvl. 2.4.4"-trichloro- 256 C12H7CI3 007012-37-5 98
5 1,1"-Biphenyl, 2,3,4"-Trichloro- 256 C12H7CI3 038444-85-8 96

Abundance Scan 1628 (11.663 min): BF104947.D (-1624) (-) m/z 256.00 100.00%

286
186

5000

11.40 11.60 11.80 12.00
m/z 258.00 89.51%

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106927: 1,1'-Biphenyl, 2,3',5-trichloro-

256

5000

11.40 11.60 11.80 12.00
m/z 186.00  71.04%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
186 256
11.40 11.60 11.80 12.00
m/z 260.00 30.76%
5000 75 93 150
62 110
36 49 129 170 220
oSN T G TR 1P ASBFT PR ‘P LA SN |-
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106905: 1,1'-Biphenyl, 2,3,4-trichloro- B B B S
2 11.40 11.60 11.80 12.00
m/z 188.00 29.85%
186

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl11.93 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 5.60 ng 245249 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
2 3.5-Dichloro-2.4-dimethvilphenol 190 C8H8CI20 1000250-17-3 27
3 Cvclohexanone. 2-(2-furanvlmethv... 190 C12H1402 056053-07-7 22
4 Methvl 3.5-dichloro-4-hvdroxvben... 220 C8H6CI203 003337-59-5 22
5 3,5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 22

Abundance Scan 1673 (11.927 min): BF104947.D (-1671) (-) m/z 192.10 100.00%

2

5000

Iy

11.60 11.80 12.00 12.20
o’ m/z 189.10 68.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

5000 T R
11.60 11.80 12.00 12.20

m/z 191.10 67.20%

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

Abundance
155 190
T e
11.60 11.80 12.00 12.20
5000 m/z 190.10 66.70%
91
39 65
119
L2 137 | 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53011: Cyclohexanone, 2-(2-furanylmethylene)-6-methyl- R R R R e R
07 162 190 11.60 11.80 12.00 12.20
147 m/z 220.00 47 .26%
5000 7
133
176
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2,3,3",5,6-Pentachloro-1,1"... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.63 3.62 ng 158442 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.3".5.6-Pentachloro-1.1"-biph... 324 C12H5CI5 074472-36-9 99
2 1.1"-Biphenvl. 2.2".4.5.5"-penta... 324 C12H5CI5 037680-73-2 99
3 1.1"-Biphenvl. 2.27.4.6.6"-Penta... 324 C12H5CI5 056558-16-8 99
4 2.27.3.4.47-Pentachloro-1.1"-bip... 324 C12H5CI5 065510-45-4 99
5 1,1"-Biphenyl, 2,2",3,5,5"-penta... 324 C12H5CI5 052663-61-3 99

Abundance Scan 1792 (12.627 min): BF104947.D (-1789) (-) m/z 325.90 100.00%

254

5000

12.40 12.60 12.80 13.00
m/z 254.00  71.55%

202 220

2
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163677: 2,3,3',5,6-Pentachloro-1,1'-biphenyl

5000
12.40 12.60 12.80 13.00

m/z 255.90 68 .04%

8

74 92109 128145 163 184 2019

50
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
326
12.40 12.60 12.80 13.00
5000 m/z 323.85 65.00%
256
291
50 74 92109127 0063 184 59

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163739: 1,1-Biphenyl, 2,2',4,6,6'-Pentachloro-

6 12.40 12.60 12.80 13.00
m/z 327.85  64.32%

5000

184
50 74 92109127 145 163 “0% 503219 538

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 7 Phthalic acid, dodecyl nony... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.92 10.43 ng 242552 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 72
2 Phthalic acid. dodecvl hept-2-vl... 432 C27H4404 1000356-97-9 72
3 Phthalic acid. decvl 2-propvlpen... 418 C26H4204 1000377-92-6 72
4 Phthalic acid. heptadecvl hept-4... 502 C32H5404 1000356-79-8 72
5 Phthalic acid, 4-methylhept-3-yl... 404 C25H4004 1000377-94-4 72
Abundance Scan 2182 (14.921 min): BF104947.D (-2179) (-) m/z 149.00 100.00%
149
5000
57 g5 197 14.60 14.80 15.00 15.20
Ol yon 120 | A7aiif221 265289313 351375 409 | Th/57150.00  10.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229281: Phthalic acid, dodecyl nonyl ester
149
5000 L B SR LR SR
14.60 14.80 15.00 15.20
m/z 57.10 8.42%
0 ﬁ3 il 7”1 104 293 335
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
14.60 14.80 15.00 15,20
5000 m/z 43.10 8.23%
NES ST w813 265 335
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218660: Phthalic acid, decyl 2-propylpentyl ester e A RERREEESE L
149 14.60 14.80 15.00 15.20
m/z 167.00 6.11%
5000
o 29 5‘7 84 112 | 279 3?7
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl14.96 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.96 6.71ng 156115  perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Androstan-17-one. 3-(formvloxy)-... 318 C20H3003 004589-75-7 38

2 Trans-androsterone. formate 318 C20H3003

3 Cvclododecene. 1.2-diphenvl- 318 C24H30

4 2H-Chromene-3-carboxamide. 8-all... 318 C20H18N202
5 Dibenzene, 2,2",5,5"-tetrafluoro... 318 C14H10F404

115977-56-5 38
313497-20-0 30

1000368-37-9 38

1000116-58-4 27

Abundance Scan 2189 (14.962 min): BF104947.D (-2185) (-) m/z 318.15 100.00%
318
5000
253
55 , 167 193
104122141 217235 276295 369 14.60 14.80 15.00 15.20
0 L b 22 "m/z 253.10  35.22%
m/z--> 50 100 150 200 250 300 350
Abundance #159857: Androstan-17-one, 3-(formyloxy)-, (3.alpha.,5.beta.)
318
272
216
5000
14.60 14.80 15.00 15.20
239 m/z 319.15 28.54%
Ll
o} N TN A
m/z--> 50 100 150 200 250 300 350
Abundance
318
14.60 14.80 15.00 15.20
274 m/z 167.00 26.51%
5000 07 201
79
55 239 300
29 129 | 178 210
Ol o L gl s g G L WL
m/z--> 50 100 150 200 250 300 350
Abundance #160043: Cyclododecene, 1,2-diphenyl- T
318 14.60 14.80 15.00 15.20
m/z 193.10 21.20%
a 205
5000
115
41
143 178
b s L L T L oo a0 | e e e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 22.32 ng 518934 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzolalpvrene 252 C20H12 000050-32-8 87
4 Benzolklfluoranthene 252 C20H12 000207-08-9 78
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 60
Abundance Scan 2248 (15.309 min): BF104947.D (-2244) (-) m/z 252.10 100.00%
252
5000
318
125 149
53 71 193 224 15.00 15.20 15.40 15.60
o o 168 (275 299 | 341371 | n/z 250.10 29.11%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 318.20  21.25%

50 7499 M 146 174 200 224 ﬁ

O T e
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 253.10 18.74%
125
oL17. 39 74 99 150 174 200 224
L I e o L T e B e e e e B N B e
m/z--> 50 100 150 200 250 300 350
Abundance #104220: Benzo[a]pyrene
252 15.00 15.20 15.40 15.60
m/z 125.00 15.59%
5000
126
o 51 74 100, ﬂ 150 174 108 224
— T T e R RRRRE R R RS SRRy
m/z--> 50 100 150 200 250 300 350 15. 00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Didodecyl phthalate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.04 10.34 ng 240324 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Didodecvl phthalate 502 C32H5404 002432-90-8 80
2 Di-n-octvl phthalate 390 C24H3804 000117-84-0 72
3 Phthalic acid. 8-chlorooctvl tri... 494 C29H47Cl104 1000356-86-8 72
4 Phthalic acid. cvcloheptvl undec... 416 C26H4004 1000322-83-5 72
5 Phthalic acid, hexadecyl hex-3-y... 474 C30H5004 1000356-96-6 72
Abundance Scan 2372 (16.039 min): BF104947.D (-2368) (-) m/z 149.00 100.00%
149
5000
43 ' 15.80 16.00 16.20 16.40
69 123
Ol i 32 120 | 191 231254 293821 369399 | 77 43.05 10.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235531: Didodecy! phthalate
149
5000 L S BN SR IR
15,80 16.00 16.20 16.40
m/z 150.00 9.17%
0 M ,83 123 | 176 260 3?5
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
1580 16.00 16.20 16.40
5000 m/z 57.00 6.77%
279
oL B 71 104 176 203 306 347 390
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234545: Phthalic acid, 8-chloroocty! tridecy! ester R RRREE EE s
149 15.80 16.00 16.20 16.40
m/z 41.05 5.93%
5000
029, 55 81104 313 349 459
m/z--> 50 100 150 200 250 300 350 400 450 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104947.D

Aca On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample : J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 tri(2-Ethylhexyl) trimellitate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.83 95.30 ng 2215820 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tri(2-Ethvihexvl) trimellitate 546 C33H5406 003319-31-1 62
2 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO03 1000270-15-3 25
3 I1.2.410xadiazole. 5-(2-fluoroph... 305 C18H12FN30 1000316-03-9 9
4 Ethene. 1-(anthracen-9-vI)-2-(4-... 305 C23H15N 1000163-13-9 9
5 9H-Imidazo[1l,2-a]benzimidazole, ... 305 C20H23N3 309740-57-6 9

Abundance Scan 2677 (17.833 min): BF104947.I3(—2667) ) m/z 305.15 100.00%
305
5000 57 193 /\
83 113 148 " 17.60 17.80 18.00 18.20
417
ol J],J.J.‘. b1 238200282 | 1343 Wl ‘m/z 57.10 40.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #238919: tri(2-Ethylhexyl) trimellitate
305
57
5000 R SN SRR BN U
193 1760 17.80 18.00 18.20
m/z 193.00 37.27%
435
0.‘..‘ ‘ J‘ ,‘..‘..‘ e 228 20
m/z--> 150 200 250 300 350 400
Abundance
305
"17.60 17.80 18.00 18.20
5000 m/z 71.10 29.45%
65 91 248
o 39 115137158179 204 276
mz-> 50 100 150 200 250 300 350 400
Abundance #148742: [1,2,4]Oxadiazole, 5-(2-fluorophenyl)-3-(4-pyrrol... L L L R L B B R B B
305 1760 17.80 18.00 18.20

m/z 70.05 24 .51%

I

m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 80 18 00 18. 20

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043018\
Data File : BF104947.D

Acq On : 30 Apr 2018 21:41

Operator : JU/SJ

Sample - J2609-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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 .56 6.56 68.8 ng 2219600 1 6.79 645078 20.0
Tridecane, l-iodo- 10.72 3.6 ng 157704 4 11.32 875772 20.0
1,1*-Biphenyl, 2,... 11.66 3.5 ng 151752 4 11.32 875772 20.0
unknownl11.93 11.93 5.6 ng 245249 4 11.32 875772 20.0
2,3,3",5,6-Pentac... 12.63 3.6 ng 158442 4 11.32 875772 20.0
Phthalic acid, do... 14.92 10.4 ng 242552 6 15.44 465043 20.0
unknownl14 .96 14.96 6.7 ng 156115 6 15.44 465043 20.0
Benzo[e]pyrene 15.31 22.3 ng 518934 6 15.44 465043 20.0
Didodecyl phthalate 16.04 10.3 ng 240324 6 15.44 465043 20.0
tri(2-Ethylhexyl) ... 17.83 95.3 ng 2215820 6 15.44 465043 20.0
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