LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 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-BF052316.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 1.644 3 5 47 rVB 3183143 6488716 100.00% 14.888%
2 4.787 277 280 296 rBV 195260 605831 9.34% 1.390%
3 5.427 334 336 354 rBVY 2650799 4019780 61.95% 9.223%
4 7.062 476 479 486 rBVY 2696686 4025477 62.04% 9.236%
5 7.176 486 489 494 rVB 2858843 4181673 64.45% 9.595%
6 7.519 517 519 530 rVB 605107 820532 12.65% 1.883%
7 7.759 537 540 556 rVB 1931138 3061462 47.18% 7.025%
8 8.433 596 599 620 rBVY 1954210 2778947 42.83% 6.376%
9 9.553 694 697 711 rVB 694478 1089777 16.79% 2.500%
10 11.325 849 852 855 rBY 2810268 4170165 64.27% 9.568%

11 12.022 911 913 918 rBV 424148 529668 8.16% 1.215%
12 12.377 941 944 950 rBV 903465 1286714 19.83% 2.952%
13 13.211 1015 1017 1020 rVB 103577 150714 2.32% 0.346%
14 13.577 1043 1049 1051 rBV 34367 76699 1.18% 0.176%
15 13.668 1054 1057 1060 rBV 2048824 2652387 40.88% 6.086%

16 13.988 1082 1085 1090 rBV 120268 193279 2.98% 0.443%

17 14.720 1146 1149 1151 rBV 70276 81706 1.26% 0.187%
18 14.777 1151 1154 1165 rVB 881953 1186788 18.29% 2.723%
19 15.760 1238 1240 1247 rBV2 37916 74930 1.15% 0.172%
20 16.548 1307 1309 1312 rVV 67922 77663 1.20% 0.178%
21 16.971 1344 1346 1349 rVB2 70130 90548 1.40% 0.208%
22 17.131 1357 1360 1362 rBV 2994799 3616900 55.74% 8.299%
23 17.909 1425 1428 1430 rBV2 52068 79925 1.23% 0.183%

24 18.389 1467 1470 1475 rBV3 33068 104939 1.62% 0.241%
25 18.469 1475 1477 1481 rVvV 740930 986746 15.21% 2.264%

26 18.537 1481 1483 1489 rVB 68203 105501 1.63% 0.242%
27 19.497 1565 1567 1569 rBV 53999 69176 1.07% 0.159%
28 20.137 1621 1623 1628 rBV 478025 715978 11.03% 1.643%
29 20.229 1628 1631 1638 rVB2 62245 194489 3.00% 0.446%
30 20.686 1669 1671 1678 rVB3 26755 65521 1.01% 0.150%

Sum of corrected areas: 43582631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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: BF087368.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 14.77 ng 605831 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 280 (4.787 min): BF087368.D (-277) (-) m/z 43.05 100.00%
43
5000 59 {k
101 0 4R0 abn Ehn & b
440 4.60 4.80 5.00 5.20
O S S8 8 | Tm/z 59.10  46.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR R UL L
59 440 4.60 4.80 5.00 5.20
m/z 58.10 14.02%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 57 m/z 101.10 13.44%
29
101 p\\‘
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e B ARS ma s
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.31%
5000
58
5 27 37, 72 100
I A I S I I U R R R SR U UL L
m/z--> 10 20 30 40 50 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.18 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.18 101.93 ng 4181670 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 489 (7.176 min): BF087368.D (-486) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 %® 104 6.80 7.00 7.20 7.40 7.60
0 ..,....,....,...!,“.'.‘.‘7," Sl by 87t M5 Ml Tm/z 68.05  43.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A RS SR B
6.80 7.00 7.20 7.40 7.60
3 78 m/z 134.10 33.34%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.37%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 18.28%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.21 2.34 ng 150714 Acenaphthene-d10 12.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Undecane 156 C11H24 001120-21-4 78
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 1017 (13.211 min): BF087368.D (-1015) (-) m/z 57.10 100.00%
43 97
5000 71
85
9 113 17 1280 1300 1520 13.40 13160
(o} m/z 43.10 85.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 SRR R B
85 12. 80 13. 00 13. 20 13. 40 13. 60
29 m/z 71.05 47.69%

. w 0l 99 113127 141 155 169 183 226
e .
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43 57

12. 80 13. 00 13. 20 13. 40 13.60

5000 - m/z 41.10 44 .10%
29 85
o 99 113 127 156
A B e L BB A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester T e T
57 12. 80 13. 00 13. 20 13. 40 13. 60
43 m/z 85.10 31.32%
71 g5
5000
29 113
T N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 17-Pentatriacontene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.13 ng 104939 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 68
3 11-Tricosene 322 C23H46 052078-56-5 64
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 64
5 n-Tetracosanol-1 354 C24H500 000506-51-4 62
Abundance Scan 1470 (18.389 min): BF087368.D (-1467) (-) m/z 43.10 100.00%
43
83
5000
111 UNRIRUUNR BN BN SN
139165101 18.00 18.20 18.40 18.60 18.80
Ot m/z 57.10 99.44Y%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57
5000 AR B AR I
18. 00 18. 20 18 40 18. 60 18. 80
29 125 m/z 55.10 76.51%
ob ik “ “H \‘H m\u u‘u “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
43
69 UARIRUUAR BN BN SN
97 18.00 18.20 18.40 18.60 18.80
5000 m/z 41.10 59.37%
125
o 153 196 224
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #163017: 11-Tricosene A ERmEa mEa S
43 18.00 18.20 18.40 18.60 18.80
m/z 83.10 54 _.34Y%
5000 83
111
0 || | 140168196 224 266 294 322
miz--> 0 5'0 1(')0 1%0 2(')0 250 300 3&1;0 4(')0 4&1,0 ' 18. 00 18. 20 18 40 18. 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Bis(2-ethylhexyl) phthalate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.54 2.14 ng 105501 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 87
2 Dicvclohexvl phthalate 330 C20H2604 000084-61-7 72
3 2-(Pentvloxvcarbonvl)benzoic acid 236 C13H1604 1000373-49-7 64
4 Phthalic acid. di(hept-2-vl) ester 362 C22H3404 1000356-98-3 64
5 Phthalic acid, hept-4-yl isohexy... 348 C21H3204 1000356-78-6 64
Abundance Scan 1483 (18.537 min): BF087368.D (-1481) (-) m/z 149.00 100.00%
149

%

5000
S7 167
” I 93 113 132 191 279 18.20 18.40 18.60 18.80
O prrrrfirrelly ..'.:~' (ol v T m/z 57.10 33.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #207665: Bis(2-ethylhexyl) phthalate
149
5000 LA L L L L L L L L L L
57 167 18.20 18.40 18.60 18.80
- m/z 167.10 27 .23%
104
o S - - N N ...??.”?1?.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
B
18.20 18.40 18.60 18.80
5000 m/z 43.10 20.34%
167
55
0 41 83 104 122 231 249

merﬁmwﬁwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90420: 2-(Pentyloxycarbonyl)benzoic acid R AEEa R B
149 18.20 18.40 18.60 18.80

m/z 41.10 19.93%

5000

I

105 122 167

27 41 193 236
1 T TTr T TTrTT TTrTT TTTT I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087368.D

Aca On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 unknown20.23 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.23 5.43 ng 194489 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 46
2 3-Amino-6-nitro-4-phenvilsulfanvl... 360 C16H12N204S2 1000275-36-3 25
3 Eicosane 282 C20H42 000112-95-8 22
4 Eicosane. 1.20-dibromo- 438 C20H40Br2 014296-16-3 16
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 9
Abundance Scan 1631 (20.229 min): BF087368.D (-1628) (-) m/z 57.10 100.00%
7
360
5000 g5
152 179
113 02,227 254 282 428 20.00 20.20 20.40 20.60
ol L !~ ['m/z 360.30 69.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190930: Dibenzylidene 4,4'—biphenylenediaming
360
5000 152 " 20,00 20,20 20.40 20.60
47 179 m/z 43.10 62.52%
T Wi/ Y h‘l\ 002824 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
360
282 USRS ISR A
20.00 20.20 20.40 20.60
5000 m/z 71.10 56.50%
177 210
51 77 102127151 254 314
e B
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #129493: Eicosane R B A B
57 20.00 20.20 20.40 20.60
m/z 41.10 36.72%
5000 85
282
29 ‘ \113 141 169 197 225 253
O.Hh,..n“ —— R o e
m/z--> 50 100 150 200 250 300 350 400 20 00 20. 20 20. 40 20 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087368.D

Acq On : 25 May 2016 12:48

Operator : UM/SJ

Sample : H3169-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.79 14.8 ng 605831 1 7.52 820532 20.0
unknown7 .18 7.18 101.9 ng 4181670 1 7.52 820532 20.0
Hexadecane 13.21 2.3 ng 150714 3 12.38 1286710 20.0
17-Pentatriacontene 18.39 2.1 ng 104939 5 18.47 986746 20.0
Bis(2-ethylhexyl)... 18.54 2.1 ng 105501 5 18.47 986746 20.0
unknown20.23 20.23 5.4 ng 194489 6 20.14 715978 20.0
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