LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On : 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

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-BF063016.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 1.770 14 16 48 rVB 1372386 2517045 74.41% 17.076%
2 2.170 48 51 59 rvB 23283 46597 1.38% 0.316%
3 4.776 277 279 282 rVB 30395 34491 1.02% 0.234%
4 5.244 318 320 323 rBV 207188 192335 5.69% 1.305%
5 6.307 411 413 415 rBV 258588 230509 6.81% 1.564%
6 6.422 421 423 426 rBV 177966 212081 6.27% 1.439%
7 6.662 441 444 446 rBV 397056 351045 10.38% 2.381%
8 6.810 455 457 460 rVB 169833 165980 4_.91% 1.126%
9 7.222 491 493 495 rBV 182746 146567 4.33% 0.994%
10 7.942 554 556 559 rBV 402034 443069 13.10% 3.006%
11 8.719 621 624 626 rBV 28568 49127 1.45% 0.333%
12 9.028 648 651 653 rBV 297395 275356 8.14% 1.868%
13 9.428 683 686 687 rBV 59031 54971 1.62% 0.373%
14 9.702 707 710 712 rBV 480335 499520 14.77% 3.389%
15 9.942 725 731 733 rBV 67522 99073 2.93% 0.672%

16 10.479 777 778 780 rVB 115009 101414 3.00% 0.688%
17 10.879 810 813 817 rvv2 73859 134436 3.97% 0.912%
18 11.176 836 839 840 rBV 523842 463018 13.69% 3.141%
19 11.245 843 845 847 rBV 27618 37823 1.12% 0.257%
20 11.634 877 879 881 rBV 105921 217462 6.43% 1.475%

21 11.702 882 885 886 rvv2 109936 264713 7.83% 1.796%
22 11.771 886 891 896 rvB2 805248 1859337 54.96% 12.614%
23 12.388 942 945 947 rBV 166121 222659 6.58% 1.511%
24 12.479 947 953 954 rBv3 188201 481696 14.24% 3.268%
25 12.571 954 961 963 rVvVv 1328372 3382835 100.00% 22.949%

26 12.605 963 964 967 rVB 135233 204204 6.04% 1.385%
27 12.765 976 978 980 rBV 212029 198253 5.86% 1.345%
28 13.245 1018 1020 1022 rBV 206680 231556 6.85% 1.571%
29 13.657 1055 1056 1057 rBV 120590 133516 3.95% 0.906%
30 13.817 1067 1070 1071 rBV2 387633 513610 15.18% 3.484%

31 14.445 1123 1125 1127 rBV 239933 247170 7.31% 1.677%
32 15.120 1182 1184 1187 rBV 76155 119471 3.53% 0.810%
33 15.188 1187 1190 1191 rBV 165305 243412 7.20% 1.651%
34 16.457 1299 1301 1306 rVB 56401 104665 3.09% 0.710%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On : 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.845 1332 1335 1338 rVB 51031 107236 3.17% 0.727%

36 17.383 1380 1382 1391 rVB5 60608 154289 4_.56% 1.047%

Sum of corrected areas: 14740541
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071616\
BF089048.D

16 Jul 2016 11:36

UmM/sJ

H3951-16 5X

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Methyl methacrylate Concentration Rank 12

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

2.17 2.65 ng 46597 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl methacrvlate 100 C5H802 000080-62-6 76
2 2-Propenoic acid. 2-methvl-. 2-h._._. 144 C7H1203 000923-26-2 72
3 Cvclopropanecarboxvlic acid. met... 100 C5H802 002868-37-3 50
4 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 25
5 Methyl 3-butenoate 100 C5H802 003724-55-8 25

Abundance Scan 51 (2.170 min): BF089048.D (-48) (-) m/z 41.10 100.00%
A 69
5000
100
59 85 | 1.80 2.00 2.20 2.40 2.60
Ol el e e e | M/ 69.00  78.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3682: Methyl methacrylate
41 69
5000 RS LRSS SRR R
100 1.80 2.00 2.20 2.40 2.60
m/z 39.10 57 .55%
15 29 59 85 ‘
0 "'I""'I"""I"'ll""P"H"I'"'i""l""'l""l""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
41
1.80 2.00 2.20 2.40 2.60
5000 m/z 100.00 28.10%
31 58 100
o 15 50 as 113 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3752: Cyclopropanecarboxylic acid, methyl ester L e IR R e
41 6 1.80 2.00 2.20 2.40 2.60
m/z 99.10 18.13%
5000 59 99
15
27
0'“|“'w'“Uw'Jl“'?ejjl“'ul“'wéﬁl“'d'“'w'“l“'w'“' SRS LRSS SRR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.42 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.42 12.08 ng 212081 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 423 (6.422 min): BF089048.D (-421) (-) m/z 132.00 100.00%

5000

6.00 6.20 6.40 6.60 6.80

01 m/z 68.10 55.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 |||||||A|||||||||||||||
600 6.20 6.40 6.60 6.80
33 44 0 97 105 m/z 66.10 35.77%
60 78
SIS O S0, A O O S|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RS e e R
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 30.37%
69
57
¥ % g9 103
0 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R ma T b R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.05 22 .36%
5000

63
15 28 39 5 °F 77 90 104 4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Phthalic anhydride Concentration Rank 13

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

8.72 2.22 ng 49127 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 83
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
4 Phthalamic acid 165 C8H7NO3 000088-97-1 83

5 1H-1soindole-1,3(2H)-dione, 2-(2... 201 C11H7NO3 004616-63-1 64

Abundance Scan 624 (8.719 min): BF089048.D (-621) (-) m/z 104.00 100.00%
104
76
5000
50
T
38 B4 148 8.40 8.60 8.80 9.00
o | S | m/z 76.00 78.04%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23153: Phthalic anhydride
76 104
50
5000 LI L L L DL LB L B LN |
8.40 8.60 8.80 9.00
38 148 m/z 50.10 32.47%
o 28 g, Bl 8391 112 131 141
s
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
76
104 SRMESSSRSMN b WIS § S
50 8.40 8.60 8.80 9.00
5000 m/z 74.10 17.89%
37 132
0 29 61 87
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #35572: 1,2-Benzenedicarboxylic acid e e
104 8.40 8.60 8.80 9.00
76 m/z 148.00 12.66%
5000 50
148
26 ¥ | 61 || s
S m = eI .
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown9.94 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.94 3.97 ng 99073 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 43
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
3 .alpha.-d-Riboside. 1-O-dodecvl- 318 C17H3405 1000154-76-8 38
4 Alpha-1-rhamnopvranose 164 C6H1205 035810-56-1 38
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
Abundance Scan 731 (9.942 min): BF089048.D (-725) (-) m/z 73.00 100.00%
7B
43
5000 kh“
129 SO WP
Lﬂ, 101 9.60 9.80 10.00 10.20
o} m/z 60.00 87.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #30180: Nonanoic acid
60
41 L

5000 e S
9.60 9.80 10.00 10.20

115 m/z 43.10 66.27%

87
0 15 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73

9.60 9.80 10.00 10.20

5000 29 m/z 41.10 61.40%
57 101
131
o 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159572: .alpha.-d-Riboside, 1-O-dodecy!- L T o
3 960 980 1000 10. 20

m/z 55.10 58.77%

5000 5
4
99 169
115133

2 149 197215 241259 287 319

o R a m I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9. 60 9. 80 10. OO 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.88 5.81 ng 134436 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 1-(p-Toluidino)-1-deoxv-.beta.-d... 269 C13H19NO5 1000226-06-4 47
4 Methvl .beta.-d-aalactopvranoside 194 C7H1406 1000126-04-6 47
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 813 (10.879 min): BF089048.D (-810) (-) m/z 73.00 100.00%
7B
43
5000
185 "/.\..................
143457171 10.60 10.80 11.00 11.20
0 m/z 60.00 81.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid
60
41
5000
2 129 10.60 10.80 11.00 11.20
8 143 m/z 43.10 71.91%
‘ 3 101115 ‘ ‘ 157 186
ol ‘“J,ﬂn.“.”,”.w.”.....ﬁn...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60
4 10.60 10.80 11.00 11.20
5000 m/z 41.10 70.02%
o 129

87
74 101115 43 172

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

Abundance #118001: 1-(p-Toluidino)-1-deoxy-.beta.-d-idopyranose B A RRREE R
73 10.60 10.80 11.00 11.20

m/z 57.10 62.43%
43
5000 57
0 0L \“ St 107120 136149 173 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Anthracene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.70 11.43 ng 264713 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 70
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 55
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 55
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 55
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 55

Abundance

Scan 885 (11.702 min): BF089048.D (-882) (-) m/z 192.10 100.00%
2

5000

213
11.40 11.60 11.80 12.00

227 243256

0 m/z 191.10 59.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54731: Anthracene, 9-methyl-
192
5000 A LA L L L LB L BN |

11.40 11.60 11.80 12.00
m/z 73.00 55.54%

oL 39 6 8 ” 115 1391521?5173 M
R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

192

11. 40 11. 60 11. 80 12.00

5000 m/z 60.10 39.87%
94 165
0 27 50 63 75 115 139152 178
L e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene e R REEE s s
192 11. 40 11. 60 11. 80 12. OO

m/z 43.10 36 .56%

5000
9% 165
28 43 63 83 | 115 139152 | 178 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.77 80.31 ng 1859340 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 891 (11.771 min): BF089048.D (-886) (-) m/z 73.05 100.00%
43 60 L&
5000 129
97 115 213 JRLUUNLA SRR SRR IUURRE
143157171185 199 227 541 256 11.40 11.60 11.80 12.00
0 m/z 43.10 79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R DA DL AR U B
nmnmnmnm
m/z 60.00 77.82%
143197171185 155213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 67.73%
29 87
115 | 143 185199 242
REE 101 157171 213226
m/z--> 25 45 65 85 160 150 1&0 160 180 200 220 240 2éo
Abundance #72646: Tridecanoic acid R m B AR
43 60 78 11.40 11.60 11.80 12.00
m/z 55.10 65.58%
5000 -
‘ 129 171 14
m/z--> 20 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\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.48 20.81 ng 481696 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 953 (12.479 min): BF089048.D (-947) (-) m/z 73.00 100.00%

4 7B

5000 129

—

12.20 12.40 12.60 12.80

01 m/z 43.10 98.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 5§ L_~i
129
5000 28 284 LA L L L L LN
12.20 12.40 12.60 12.80
m/z 55.10 89.13%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 B B o e
57 12.20 12.40 12.60 12.80
5000 12 m/z 41.10 79.41%
29 185 228

87
100115 143157171 199,54

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid I LA
43 5 3 12.20 12.40 12.60 12.80
m/z 57.10 78.19%
129
5000{ __~_ﬁ~‘ﬁ~_-/v/q\\~vvﬁﬂ—-#

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

T T T I
12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Diethylene glycol dibenzoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.66 5.20 ng 133516 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 N-(MethoxvmethvD)benzamide 165 C9H11NO2 013156-28-0 47
3 1-Benzovloxv-2-formvloxvbenzene 242 C14H1004 079792-93-1 43
4 Pentanediamide. N.N"-di-benzovloxy- 370 C19H18N206 1000253-26-3 43
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 43
Abundance Scan 1056 (13.657 min): BF089048.D (-1055) (-) m/z 105.10 100.00%
105
149
5000 77
A
s
51 230 13.40 13.60 13.80 14.00
Ol A 12 179201 U7 251 276293 323343 | 7,7149.10  69.87%
m/z--> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105 149
5000 " SR BN SRR SR B
13.40 13.60 13.80 14.00
51 m/z 77.10 44 _24%
o |l 123 | 183 207 238 283 314
m/z--> 50 100 150 200 250 300
Abundance
105
13.40 13.60 13.80 14.00
5000 m/z 51.10 10.38%
" 150
oL 3 51 133
m/z--> 50 100 150 200 250 300
Abundance #95556: 1-Benzoyloxy-2-formyloxybenzene L B R
105 13.40 13.60 13.80 14.00
m/z 230.10 8.33%
5000 7
51
oL 30 | | | 122139 163 197214 242
m/z--> 50 100 150 200 250 300 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089048.D

Aca On 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 unknownl7.38 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.38 12.68 ng 154289 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 2-(1H-pvrrol-2-vI)- 150 C9H14N2 054966-12-0 47
2 Butvramide. 3-(2-furvD)-N-phenvl- 229 C14H15N02 1000156-94-9 35
3 Tricvclol3.3.2.0(3.7)ldecan-9-one 150 C10H140 071382-31-5 35
4 1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 25
5 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10H140 000080-57-9 20

Abundance Scan 1382 (17.383 min): BF089048.D (-1380) (-) m/z 107.10 100.00%

7

229

5000 161 191

243257 285

17.00 17.20 17.40 17.60 17.80
m/z 95.10  93.43%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24580: Piperidine, 2-(1H-pyrrol-2-yl)-
4 121 150

5000 80 LA B B B B
17.00 17.20 17.40 17.60 17.80
. >4 m/z 137.10 91.55%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

93

229 LR LR IS BN N
17.00 17.20 17.40 17.60 17.80
5000 m/z 93.10 90.48%

o, 28 43 67 109 135 15g172186200214 j“hw\“ﬁ“”f”“/\vvav»AA$rm

Twwmmmwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23788: Tricyclo[3.3.2.0(3,7)]decan-9-one A EREEEEEE s
107 150 17.00 17.20 17.40 17.60 17.80
m/z 55.10 81.09%

5000

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089048.D

Acq On : 16 Jul 2016 11:36

Operator : UM/SJ

Sample : H3951-16 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Methyl methacrylate 2.17 2.6 ng 46597 1 6.66 351045 20.0
unknown6 .42 6.42 12.1 ng 212081 1 6.66 351045 20.0
Phthalic anhydride 8.72 2.2 ng 49127 2 7.94 443069 20.0
unknown9 .94 9.94 4.0 ng 99073 3 9.70 499520 20.0
Undecanoic acid 10.88 5.8 ng 134436 4 11.18 463018 20.0
Anthracene, 9-met... 11.70 11.4 ng 264713 4 11.18 463018 20.0
n-Hexadecanoic acid 11.77 80.3 ng 1859340 4 11.18 463018 20.0
Octadecanoic acid 12.48 20.8 ng 481696 4 11.18 463018 20.0
Diethylene glycol... 13.66 5.2 ng 133516 5 13.82 513610 20.0
unknownl17 .38 17.38 12.7 ng 154289 6 15.19 243412 20.0
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