LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 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-BF051716.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 1.701 8 10 54 rVB 2953439 5750809 100.00% 12.842%
2 4.696 270 272 281 rBV 39562 102742 1.79% 0.229%
3 5.142 309 311 332 rBV 1771777 2277890 39.61% 5.087%
4 6.227 405 406 413 rBV 1345956 1658490 28.84% 3.704%
5 6.330 413 415 420 rVV 4127457 4012574 69.77% 8.960%
6 6.410 420 422 428 rvVB2 31584 68691 1.19% 0.153%
7 6.559 433 435 440 rBV 655879 833943 14.50% 1.862%
8 6.707 446 448 451 rBVY 3192714 3231894 56.20% 7.217%
9 6.810 454 457 463 rVB4 25758 84686 1.47% 0.189%
10 7.142 483 486 488 rBV 2369627 3205149 55.73% 7.157%
11 7.839 546 547 550 rBV 741077 1048984 18.24% 2.342%
12 8.090 566 569 570 rBV 70794 71481 1.24% 0.160%
13 8.113 570 571 574 rVB 65901 71677 1.25% 0.160%
14 8.376 592 594 596 rVB 69075 78817 1.37% 0.176%
15 8.708 621 623 627 rBv4 34486 75542 1.31% 0.169%
16 8.810 630 632 634 rBV2 37913 74744 1.30% 0.167%
17 8.868 634 637 639 rVB2 46705 74826 1.30% 0.167%

18 8.925 639 642 644 rBV 5178508 4908426 85.35% 10.961%
19 9.256 667 671 674 rBY 136925 233023 4._05% 0.520%
20 9.325 675 677 681 rVB 56708 100348 1.74% 0.224%

21 9.416 682 685 687 rvVv 129273 143150 2.49% 0.320%

22 9.531 693 695 698 rBvV 57344 7177 1.34% 0.172%
23 9.588 698 700 703 rBV 1282486 1148756 19.98% 2.565%
24 9.851 721 723 725 rBV3 47118 71321 1.24% 0.159%

25 9.931 728 730 735 rVB 85262 140764 2.45% 0.314%

26 10.033 736 739 740 rBV2 82745 109326 1.90% 0.244%
27 10.216 752 755 756 rBV 55818 83066 1.44% 0.185%
28 10.376 767 769 772 rVB2 1994595 2713164 47.18% 6.059%
29 10.525 778 782 784 rVB3 175225 272487 4.74% 0.608%
30 10.571 784 786 787 rVvV 602844 539219 9.38% 1.204%

31 10.605 787 789 790 rvVv 596228 678792 11.80% 1.516%
32 10.639 790 792 795 rvv2 505453 875898 15.23% 1.956%
33 10.696 795 797 800 rvv2 239245 537463 9.35% 1.200%
34 10.742 800 801 803 rvv2 534906 646883 11.25% 1.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 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:\HPCHEM1I\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.788 803 805 807 rvv 567816 700346 12.18% 1.564%

36 10.822 807 808 810 rVvB 324090 295776 5.14% 0.660%
37 10.948 817 819 820 rBV 58577 79552 1.38% 0.178%
38 10.982 820 822 824 rvv2 175503 169381 2.95% 0.378%
39 11.062 827 829 832 rBv2 785254 997664 17.35% 2.228%

40 11.291 847 849 853 rBvV 73731 86006 1.50% 0.192%
41 11.622 875 878 881 rvB3 114373 172238 3.00% 0.385%
42 12.399 944 946 948 rBV 48423 65208 1.13% 0.146%
43 12.434 948 949 951 rvv 51907 65492 1.14% 0.146%

44 12.479 951 953 956 rVB 292067 254508 4.43% 0.568%
45 12.559 957 960 963 rvB2 124670 155118 2.70% 0.346%

46 12.651 965 968 970 rBV 3949884 3785617 65.83% 8.454%
47 13.177 1012 1014 1016 rBV 126949 149944 2.61% 0.335%

48 13.222 1016 1018 1020 rBV2 44307 59030 1.03% 0.132%
49 13.440 1033 1037 1041 rBV3 39601 77957 1.36% 0.174%
50 13.554 1045 1047 1054 rVB 47874 95661 1.66% 0.214%
51 13.691 1057 1059 1063 rBV 672692 756913 13.16% 1.690%
52 14.171 1098 1101 1104 rBV 40961 64299 1.12% 0.144%
53 14.320 1112 1114 1117 rBV 32295 58951 1.03% 0.132%

54 15.051 1176 1178 1187 rVB 460014 688984 11.98% 1.539%

Sum of corrected areas: 44780847
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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\BF052216\

BF087292.D

22 May 2016 15:50

UM/SsJ

H3172-08

60 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20

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

4.70 2.46 ng 102742 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
3 2-Pentanone. 5-(acetvloxv)- 144 C7H1203 005185-97-7 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9

Abundance Scan 272 (4.696 min): BF087292.D (-270) (-) m/z 43.05 100.00%
a3
5000 59 ,vﬂﬂ_,\‘,_H_[\\\\-¢_,~_A“
| o 101 440 4.60 480 500
ot m/z 59.10 48.25%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
A
5000 IBESRE SEE RUE
440 4.60 4.80 5.00
59 m/z 101.10 12.42%
27 ‘ 83 101
Ol 22 gyl 48 58, || 6772 77 °° o186 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 57 m/z 58.05 11.89%
29
38 50 78
R S L S SO LU SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #19831: 2-Pentanone, 5-(acetyloxy)- A RREEEE S s
43 4.40 4.60 4.80 5.00
m/z 41.10 10.06%
5000
58 n 87 101
0"w'"|”"ﬂ"”l"'hh"'l”"l'hhl"'ﬁh"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.33 Concentration Rank 2

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

6.33 96.23 ng 4012570 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 415 (6.330 min): BF087292.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 54 ‘ 0 6.00 620 640 6.60
7 . . . .
oLl ,-!".|.ﬁ~, &7 | Meus W m/z 68.10 48.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IBENABERARBE AR AR
6.00 6.20 6.40 6.60
70 m/z 66.05 33.80%
31 414 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T A T A
69 104 6.00 620 6.40 6.60
5000 m/z 134.10 33.24%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B A R
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 20.74%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 14

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

9.26 4_.06 ng 233023 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 94
2 Phenol. 2.5-bis(1.1-dimethvlethvl)- 206 C14H220 005875-45-6 83
3 1H-Inden-1-one. 2.3-dihvdro-5.6-... 206 C12H1403 004082-25-1 80
4 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 76
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 76

Abundance Scan 671 (9.256 min): BF087292.D (-667) (-) m/z 191.20 100.00%
191
57
5000
206 '“'w"w'“'w'“A'“
9.00 9.20 9.40 9.60
of m/z 57.10 61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60200: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 HEREE LR R LR L
9.00 9.20 9.40 9.60
a1 57 131 163 206 m/z 41.10 43.70%
74 91
ot 22 T gt | wr T ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
191
900 920 9.40 9.60
5000 m/z 131.10 28.25%
57 163 206
4 77 91 103115 133 147 | 176
O e L R S o e o L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59949: 1H-Inden-1-one, 2,3-dihydro-5,6-dimethoxy-3-methyl- el b ety e
191 206 9.00 9.20 9.40 9.60
m/z 55.10 24 _06%
5000
27 39 51 63 17 gﬁ 103135 135 17 163 178
o) M. .‘...“‘:.‘;‘. A" ..“l. ‘.“‘..‘.““‘. TR PR P PR ¥ Y l‘... N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
942 2.49ng 143150  Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2.5-Cyclohexadiene-1.4-dione. 2.... 220 Cl4H2002 000719-22-2 96

160875-28-5 70
1000128-90-2 47

3-(4-tert-butvilpheno... 220 C14H2002
4.4.6.7-tetramethvl- 220 C13H160S

2 2-Butanone.
3 Thiocoumarine.

4 Octamethvl-1.4-cvclohexadiene 192 C14H24 172684-93-4 46
5 Benzofuran-2-one, 4-amino-2,3-di... 177 C10H11NO2 1000129-51-7 43
Abundance Scan 685 (9.416 min): BF087292.D (-682) (-) m/z 177.20 100.00%
117
41
5000 135
67 149 220
163 205 S =N V-

79 91 107 121

192
o

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

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

Abundance #69380: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000 BN LI L L L L L
67 9.00 9.20 9.40 9.60 9.80
> 19 165 205 m/z 135.10 43.47%
29 | ‘ 53 | 79 95107 121 ‘ ‘ 192 ‘ : ;
0 ||‘|‘||i‘|‘ ‘M H Hi‘”:|‘i“‘||‘|M=H‘|‘|“l“‘ ; H‘lﬁ‘u‘u | “:::‘lu‘u‘lulu‘uuul‘uuu
m/z--> 20 40 O 80 100 120 140 160 180 200 220
Abundance
177
9.00 9.20 9.40 9.60 9.80
5000 43 57 m/z 149.10 39.17%
135
O 107 220
121 205
149161 191
Ol ettt e e e

Abundance #69256: Thiocoumarine, 4,4,6,7-tetramethyl- R AREE RN A TEEE A

177 9.00 9.20 9.40 9.60 9.80
m/z 67.10 33.02%
220 |

5000
162 205
41 53 65 77 91 193115128 147 H o ||
Ob i R poperb e o bbb ”..,”h.“u..“.. e

9.00 9.20 9.40 9.60 9.80

m/z 41.10 50.38%

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

9.00 9.20 9.40 9.60 9.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF052216\
BF087292.D

22 May 2016 15:50

UM/SJ

H3172-08

60 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.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

Concentration Rank 12

Peak Number

7 3",4"-Acetoxylide

R.T. EstConc Area Relative to ISTD R.T.
10.53 5.46 ng 272487 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3".4"-Acetoxvlide 163 C10H13NO 002198-54-1 52
2 2-Acetamidotropone 163 C9HONO2 006422-12-4 47
3 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 38
4 4-Aminobutvramide. N-methvl-N-T4... 237 C13H23N30 124045-56-3 38
5 3-(4-Methoxyphenyl)propionic acid 180 C10H1203 001929-29-9 38

Abundance Scan 782 (10.525 min): BF087292.D (-778) (-) m/z 121.10 100.00%
121
5000 107
163
41 177
57 77 91 134 | 10.20 10.40 10.60 10.80
Ol bbbt ot 146|192 207220 1 io 07 10 41.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31147: 3',4'-Acetoxylide
121
163
5000 106
10.20 10.40 10.60 10.80
m/z 163.10 27 .68%
43 77 91
o IR . M A -3 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
121
10.20 10.40 10.60 10.80
5000 m/z 177.20 13.29%
163
43 93
0 15 28 66 77 104 134 148
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance #40451: N-Allyl-p-hydroxybenzamide
121 10.20 10.40 10.60 10.80
m/z 41.10 10.72%
5000
56 93 177
2839 || 77 | 105 | 133 148 162
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.57 10.81 ng 539219 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 78
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 78
4 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 64
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 56
Abundance Scan 786 (10.571 min): BF087292.D (-784) (-) m/z 135.10 100.00%
135
5000
R 07 w16l 180 207220 10.20 10.40 10.60 10.80
Obrr e 8 et bl 247 161 189 207 2 m/z 107.10 16.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.20 10.40 10.60 10.80
m/z 41.10 11.06%
182040 % 77 951019 | 149 175 191 206
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
135
10.20 10.40 10.60 10.80
5000 m/z 136.10 9.58%
150
ol 15 29 8 65 77 91 g 177 192
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135 10.20 10.40 10.60 10.80
m/z 43.10 7.31%
5000
150
91
27 39 51 65 17 | 105117 |
[o) M— .‘... ‘..‘.‘. T I | — S ——
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl10.61 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.61 13.61 ng 678792 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. 4-ethoxv- 180 C10H1203 004919-33-9 38
2 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
3 Benzene. l1-butvl-4-methoxv- 164 C11H160 018272-84-9 27
4 Benzestrol 298 C20H2602 000085-95-0 25
5 Phenol, 2-(1,1-dimethylethyl)-5-_.__. 164 C11H160 000088-60-8 22
Abundance Scan 789 (10.605 min): BF087292.D (-787) (-) m/z 107.10 100.00%
7 149
121 o
5000
41 55
|| | " 9|1 60 176 10.20 10.40 10.60 10.80 11.00
O ,, S P} m/z 149.10 95.91%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #42219: Benzeneacetic acid, 4-ethoxy-
107
5000 135 180 10,20 10.40 10.60 10.80 11.00
-7 m/z 121.10 66.04%
14 273951 63 | 89 | 121 | 15243
m/z--> ﬁo 4b eb 85 160 150 150 160 180 260 250
Abundance
43 149
10.20 10.40 10.60 10.80 11.00
5000 m/z 135.10 58.79%
120 191
o 54 67 80 94 107 | 131 169
m/z--> ﬁo 4b eb 85 160 150 1&0 160 180 260 250
Abundance #31847: Benzene, 1-butyl-4-methoxy-
149 10.20 10.40 10.60 10.80 11.00
m/z 191.15 26.06%
5000
100 121 164
0...,.l..‘,‘..5.3.,(?5...“,..‘..,.‘.‘..,...‘...‘..........,....,...
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80 11.00

8270-BF051716.M Mon May 23 19:15:55 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl0.64 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.64 17.56 ng 875898 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 46
2 Phenol. 2-(1.1-dimethvilethvI)- 150 C10H140 000088-18-6 38
3 5H-PYRROLO(3.2-DYPYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 35
4 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 35
5 Phenol, 2-(1,1-dimethylethyl)-4-___. 164 C11H160 002409-55-4 35
Abundance Scan 792 (10.639 min): BF087292.D (-790) (-) m/z 135.10 100.00%
121 135
149
5000
191 10.40 10.60 10.80 11.00
220
ol ol A3 47T | AT Tm/z 121.10  92.90%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #22636: Phenol, m-tert-buty!-
135
5000
107 150 10.40 10.60 10.80 11.00
1 m/z 107.10 75.42%
oL 1527 | 536577 119
m/z--> 25 45 éo éo 160 150 1&0 160 180 260 250
Abundance
135
107
10.40 10.60 10.80 11.00
5000 m/z 149.10 73.89%
150
41
oL 15 27 53 65 77 119
m/z--> 25 45 éo éo 160 150 1&0 160 180 260 250
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE PR T T
149 10.40 10.60 10.80 11.00
m/z 41.10 30.81%
5000
107
132
17 28 42 68 ?P 94 121 |
m/z--> 25 45 éo éo 160 150 140 160 180 260 250 1020 1060 1080 1100

8270-BF051716.M Mon May 23 19:15:56 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.70 10.77 ng 537463 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
2 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 64
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 59
4 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 50
5 Adamantane-l-carboxylic acid, 4-... 284 C18H2003 1000276-61-1 47

Abundance Scan 797 (10.696 min): BF087292.D (-795) (-) m/z 135.10 100.00%
135
5000 107
a1 121
163 177
55 nn 77 91 | 10.40 10.60 10.80 11.00
o...,....',||....,‘?‘?..,..'.'.,-.:..'i...!,l.‘??.,....| 189 20 "m/z 107.10 46.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
10.40 10.60 10.80 11.00
m/z 121.10 26 .48%
41 779 129 1%
15 27 1 53 65 L 119 |
m/z--> 20 40 éo 85 160 150 150 160 180 200 220
Abundance
135
10.40 10.60 10.80 11.00
0
5000 L 93 107 m/z 41.10 19.41%
41 150
55
21 67 121
O e P T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22636: Phenol, m-tert-butyl- S A B A R o A
135 10.40 10.60 10.80 11.00
m/z 163.10 15.70%
5000
107 150
41
o152 | 5365 77 | | 119
m/z--> 20 40 éo 85 100 120 150 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF051716.M Mon May 23 19:15:56 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl10.74 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.74 12.97 ng 646883 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-PYRROLO(3.2-DYPYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 45
2 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 43
3 Tricvclol3.3.1.1(3.7)1ldecanone. ... 276 C10H1310 056781-86-3 35
4 Benzoic acid. 4-(nitromethvD)-. ... 195 C9H9NO4 054833-06-6 35
5 Phenol, 2-(1,1-dimethylethyl)-5-_.__. 164 C11H160 000088-60-8 35
Abundance Scan 801 (10.742 min): BF087292.D (-800) (-) m/z 107.05 100.00%
167 149
121
5000
41 55 177
77 91 135 10.40 10.60 10.80 11.00
o...,....',“..:-.,.'...|'-,..|.~.,"...','..-."|.,.~..1,6.:?..|,.1.9.1.,...2.29...,....,....,. m/z 149.10  89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149
5000 AR NARRR B
107 1040 10,60 10.80 11.00
m/z 121.10 58.88%
53 g0 132
2 T N U N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107
10.40 10.60 10.80 11.00
5000 m/z 177.15 24.68%
149
43
oL15 29 63 /7 a1 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103634: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha...
149 10.40 10.60 10.80 11.00
121 m/z 55.10 23.34%
79
5000
93
4155‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1040 10,60 10.80 11.00

8270-BF051716.M Mon May 23 19:15:57 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 14.04 ng 700346 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 56
Abundance Scan 805 (10.788 min): BF087292.D (-803) (-) m/z 135.10 100.00%
5000
41 107 10.40 10.60 10.80 11.00 11.20
77 91 - - - -
Ol e .-,..-.-.,.|..1.%9. A 109162 191205220 | m/z 107.10 16.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135
150 10.40 10.60 10.80 11.00 11.20
" m/z 136.10 10.06%
oL 27 | 55 77 91 \ 121 | | 163177 192206219 235 250
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 9.35%
15284 5 7700 100 149 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)- A ERmEa mEa S
135 10.40 10.60 10.80 11.00 11.20
m/z 95.10 4_57%
5000
107
L 27 fhss e | gy | 1491
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00 11.20

8270-BF051716.M Mon May 23 19:15:58 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Methyl-4-hydroxybenzoxazole Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.82 5.93 ng 295776 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 72
2 Ethanone. 2-(1-methvlethoxv)-1.2... 254 C17H1802 006652-28-4 64
3 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 50
4 Acetamide. N-(3-methviphenvl)- 149 C9H11NO 000537-92-8 50
5 BH-PYRROLO(3,2-D)PYRIMIDINE-2,4-._.. 149 C6H7N5 1000244-21-4 50

Abundance Scan 808 (10.822 min): BF087292.D (-807) (-) m/z 149.10 100.00%
149
107
5000
55 NP /LA 25 WIS SU———
41 77 91 121175 177190 1060 10.80 11.00 11.20
O et b bt A0 Tm/z 107.10  62.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149
107
5000
10.60 10.80 11.00 11.20
39 52 79 m/z 55.10 22 .05%
0 | \‘ \‘ 65 \ 94 ‘\ 12\0 135 i
m/z--> 20 Jo eb 86 160 120 140 160 180 200 220 240
Abundance
107
s 10,60 10.80 11.00 11.20
5000 m/z 135.10 15.32%
79
0 27 43 63 120133 165178 195 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31847: Benzene, 1-butyl-4-methoxy-
149 10.60 10.80 11.00 11.20
m/z 43.10 12.81%
5000
121 164
5% o T Sy | 5
O A e o Lt B O A B i mata R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1060 10.80 11.00 11.20

8270-BF051716.M Mon May 23 19:15:59 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzenesulfonamide, N-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.98 3.40 ng 169381 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 90
1-TPhenvisulfonvl1-1-nitropropane 229 C9H11NO4S 021272-84-4 50
3 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 50
4 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6N0O3S 055734-41-3 40
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 35
Abundance Scan 822 (10.982 min): BF087292.D (-820) (-) m/z 77.10 100.00%
7w 141
170
5000
51
158 10,60 10.80 11.00 11.20 11.40
39
Ol by oty 209125 L 28 Tm/z 141.00  92.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64847: Benzenesulfonamide, N-butyl-
7 141 170
5000 UL SURIR SRR B
10,60 10.80 11.00 11.20 11.40
5t 158 m/z 170.00 75.92%
15 %3 “ 65 | STa00 125 | | 184 2°
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
77
10,60 10.80 11.00 11.20 11.40
5000 141 m/z 51.05 31.76%
51
. 65 94 109 125 159 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73127: N,N-Dichlorobenzenesulfonamide L L e
7 10.60 10.80 11.00 11.20 11.40
m/z 78.00 10.71%
5000 141
51
27 39 “ 65 | 91 112125 I 176
m/z--> 20 45 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20 11.40

8270-BF051716.M Mon May 23 19:16:00 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Undecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.45 ng 172238 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 878 (11.622 min): BF087292.D (-875) (-) m/z 43.10 100.00%
43
5000
129
165 213 L B B B I
Il 01115 | 446 185,991 | 297 244 11.40 11.60 11.80 12.00
O m/z 41.10 81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46616: Undecanoic acid
60 73
41
5000 L UL BRI BN B
2 129 umumnmnm
143 m/z 55.10 77.23%
‘ ‘ 101115 ‘ 157 186
o M“‘ﬂ.”,”.w.”.“.” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
“ 10 1760 11e0 1200
5000 29 129 m/z 73.00 76.74%
87 15 =h 214
101 143157 | 185
O e o e S e T R RARAS Ema A
m/z--> ﬁo 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #37189: n-Decanoic acid e e
60 73 11.40 11.60 11.80 12.00
m/z 57.10 74.28%
5000 41
129
i s
172
Ouuulu‘l..‘i‘.‘..l“‘ M :!-‘0‘1“‘.....1'4:3.:.[.57................|....|. e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00

8270-BF051716.M Mon May 23 19:16:01 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.48 6.72 ng 254508 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 62
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 38
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 38
Abundance Scan 953 (12.479 min): BF087292.D (-951) (-) m/z 56.10 100.00%
56
5000 4l
3 129
97 239 257 12.20 12.40 12.60 12.80
185 213
N — !'.-.".\.,- 1 == m/z 57.10 60.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 IR SRR B B SO
29 73 nmnmnmnm
m/z 41.10 51.12%
o \‘ “ ‘\ H‘ ot 13 17 15 213 X9 2‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
12.20 12.40 12,60 12.80
5000 m/z 43.10 50.73%
2 & 257
o 101 129 157 185 213 239 o83 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- e e
56 12.20 12.40 12.60 12.80
m/z 55.10 35.47%
- MA—/\J@\/¥
30 82 100 129
L Y S — SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80

8270-BF051716.M Mon May 23 19:16:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.10 ng 155118 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 70
2 TrimethvII5-(trimethvisilv)-2-t... 228 C10H20SSi2 017906-71-7 49
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 46
4 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 38
5 2,3,5,6-Tetramethyl-1,7-dihydrod... 213 C13H15N3 055463-70-2 38
Abundance Scan 960 (12.559 min): BF087292.D (-957) (-) m/z 213.10 100.00%
243 A
5000 43
91
i 108" 135147 164 183 197 28 12.20 12.40 12.60 12.80
0 LT+LHT m/z 43.10 40.50%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AR SRR SRR B
1220 12.40 12.60 12.80
119 228 m/z 91.10 26.78%
o 51 §5 7 gﬁ 107 135 152 165 ‘
m/z--> 40 60 85 160 150 150 1éo 180 200 250 '
Abundance
213
1220 12.40 12.60 12.80
5000 m/z 55.10 20.93%
73
99 228
o 85 115 163 183 197
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethyl- L e
213 12.20 12.40 12.60 12.80
m/z 119.05 20.92%
- M\JLAW
185
228
0 5} 63 77 89 101 1%8 ‘ 199 ‘
m/z--> 40 éo 85 100 120 140 160 1é0 200 220 ' 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl13.18 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.18 3.96 ng 149944 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 38
2 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
4 2-1sopropvl-3-vinvloxirane 112 C7H120 070777-23-0 37
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 35

Abundance Scan 1014 (13.177 min): BF087292.D (-1012) (-) m/z 56.10 100.00%

56

5000

%

129 o 185 13 241 267285 12.80 13.00 13.20 13.40

o} m/z 57.10 63.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 | BNLENL L L L L LB B
12.80 13.00 13.20 13.40
29 129 m/z 43.10 58.56%
185 267 285
Ot H ooy ATt 213 2L T s 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
e
12.80 13.00 13.20 13.40
5000 m/z 41.10 53.90%
29 83
o 110126 147 167 A,~M¥A~\~,N~AAf\,¢n~A\hf\vJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6552: 1-Hexene, 2,5-dimethyl- A REaRE RS RS
56 12.80 13.00 13.20 13.40
m/z 55.10 40.80%
112
0 ﬂ”Lu B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 80 13. 00 13.20 13.40

8270-BF051716.M Mon May 23 19:16:04 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087292.D

Aca On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20 Octadecane, l1-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.53 ng 95661 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 64
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 64
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 64
Abundance Scan 1047 (13.554 min): BF087292.D (-1045) (-) m/z 57.10 100.00%
57
5000
166197 13.20 13.40 13.60 13.80
Ol bbb, .1.2.9.,....,..-..,.??.1,.... e || M/Z 43.10  82.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro-
57
5000 RS DR SRR R B
1 anmwmnm
m/z 71.05 45 _.35%
2*5‘ “ ‘\ \‘Mu 133 175 217252 288

T -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

13.20 13.40 13.60 13.80
5000 m/z 55.10 41 .26%

97
0 141 183217 273309343378414 r~»AAKNﬂAﬁ\NJ\k/\,M,ANA»A
T T e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane R R R
57 13 20 13. 40 13 60 13. 80

m/z 41.10 33.72%

1 i

) 141 183 225 267 323 379 421 463 505 547 604

e A T S S s U s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13. 40 13 60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052216\
Data File : BF087292.D

Acq On : 22 May 2016 15:50

Operator : UM/SJ

Sample : H3172-08

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.70 2.5 ng 102742 1 6.56 833943 20.0
unknown6 .33 6.33 96.2 ng 4012570 1 6.56 833943 20.0
Phenol, 2,6-bis(1... 9.26 4.1 ng 233023 3 9.59 1148760 20.0
2,5-Cyclohexadien. .. 9.42 2.5 ng 143150 3 9.59 1148760 20.0
3",4"-Acetoxylide 10.53 5.5 ng 272487 4 11.06 997664 20.0
Phenol, 4-(1,1,3,... 10.57 10.8 ng 539219 4 11.06 997664 20.0
unknownl10.61 10.61 13.6 ng 678792 4 11.06 997664 20.0
unknownl10.64 10.64 17.6 ng 875898 4 11.06 997664 20.0
Phenol, 4-(1,1-di... 10.70 10.8 ng 537463 4 11.06 997664 20.0
unknownl10.74 10.74 13.0 ng 646883 4 11.06 997664 20.0
Pentanoic acid, 5... 10.79 14.0 ng 700346 4 11.06 997664 20.0
2-Methyl-4-hydrox... 10.82 5.9 ng 295776 4 11.06 997664 20.0
Benzenesulfonamid... 10.98 3.4 ng 169381 4 11.06 997664 20.0
Undecanoic acid 11.62 3.5 ng 172238 4 11.06 997664 20.0
Hexadecanoic acid... 12.48 6.7 ng 254508 5 13.69 756913 20.0
Phenol, 4,4"-(1-m... 12.56 4.1 ng 155118 5 13.69 756913 20.0
unknownl13.18 13.18 4.0 ng 149944 5 13.69 756913 20.0
Octadecane, 1-chl... 13.55 2.5 ng 95661 5 13.69 756913 20.0
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