LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 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 63 rvB 3039286 6380041 100.00% 15.187%
2 4.684 268 271 283 rBV 113740 271190 4.25% 0.646%
3 5.141 309 311 332 rBY 1727184 2325354 36.45% 5.535%
4 6.227 405 406 413 rBV 1161181 1575841 24.70% 3.751%
5 6.330 413 415 420 rVvV 3973302 3853276 60.40% 9.172%
6 6.559 432 435 440 rBV 703625 834709 13.08% 1.987%
7 6.707 446 448 451 rBVY 3253720 3203467 50.21% 7.625%
8 7.142 483 486 488 rBV 2330412 3164585 49.60% 7.533%
9 7.576 521 524 529 rBV5 28034 72596 1.14% 0.173%
10 7.839 545 547 550 rBV 771582 1049889 16.46% 2.499%

11 8.605 611 614 617 rBv4 63700 114957 1.80% 0.274%
12 8.845 633 635 639 rvv2 73936 165655 2.60% 0.394%
13 8.925 639 642 644 rvVV 5063304 4831632 75.73% 11.501%
14 8.970 644 646 650 rvB2 39244 77357 1.21% 0.184%
15 9.096 656 657 660 rvB 98375 111859 1.75% 0.266%

16 9.245 668 670 672 rBv2 71964 95086 1.49% 0.226%
17 9.393 681 683 686 rBv4 43518 94980 1.49% 0.226%
18 9.450 686 688 693 rVvB3 75471 96084 1.51% 0.229%
19 9.588 698 700 703 rBV 1282220 1213680 19.02% 2.889%
20 9.850 721 723 725 rBV 70503 87697 1.37% 0.209%

21 9.896 725 727 731 rVV5 94672 142220 2.23% 0.339%
22 9.976 731 734 737 rVV4 65128 129177 2.02% 0.307%
23 10.033 737 739 741 rVB2 58122 85896 1.35% 0.204%
24 10.388 767 770 772 rBV 2296127 2896937 45.41% 6.896%
25 10.571 784 786 788 rBV 135695 185097 2.90% 0.441%

26 10.605 788 789 791 rvVvB2 95282 114250 1.79% 0.272%
27 10.788 804 805 807 rBv2 133613 149082 2.34% 0.355%
28 10.936 815 818 820 rBV3 95980 200155 3.14% 0.476%
29 10.982 820 822 828 rvVB2 79584 145358 2.28% 0.346%
30 11.062 828 829 832 rBV 720361 1024772 16.06% 2.439%

31 11.279 847 848 851 rBv2 357620 389757 6.11% 0.928%
32 11.622 876 878 884 rVvB2 142216 204123 3.20% 0.486%
33 12.399 944 946 948 rBV 61542 79887 1.25% 0.190%
34 12.479 951 953 956 rVvB 643128 598752 9.38% 1.425%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 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 12.559 958 960 965 rVvB 151854 143939 2.26% 0.343%

36 12.651 965 968 970 rBV 3503354 3322305 52.07% 7.908%
37 13.188 1012 1015 1017 rBV 269351 374994 5.88% 0.893%
38 13.222 1017 1018 1023 rVB3 95801 166061 2.60% 0.395%
39 13.439 1033 1037 1043 rVV3 41918 106338 1.67% 0.253%
40 13.554 1045 1047 1050 rBV 87590 101362 1.59% 0.241%

41 13.691 1057 1059 1064 rBVY 545293 712337 11.17% 1.696%

42 13.862 1073 1074 1076 rVB 72622 78863 1.24% 0.188%
43 14.171 1099 1101 1103 rBV 70327 66616 1.04% 0.159%
44 14.468 1125 1127 1129 rVB 53529 68791 1.08% 0.164%
45 14.754 1150 1152 1155 rVB 52802 71416 1.12% 0.170%
46 15.051 1176 1178 1186 rVB 506890 696231 10.91% 1.657%
47 15.417 1207 1210 1214 rVB 39853 66155 1.04% 0.157%
48 15.817 1243 1245 1253 rVB2 35207 69885 1.10% 0.166%
Sum of corrected areas: 42010691
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

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

Abundance TIC: BF087289.D

5000000

4000000

1.70
3000000

2000000 5.14

1000000

4.68

6.33

6.23

6.71

7.14

I
LA S I B S |

4.50 5.00

3.50

4.00

N
Time--> 5.50

6.00

Abundance TIC: BF087289.D

5000000

4000000

3000000

10.39

2000000

1000000

0

12.65

5%§%3@£

I
Time--> 9.50 10.00 10.50 11.00

11.50

12.00

12.50

13.00

Abundance TIC: BF087289.D

5000000
4000000
3000000
2000000

1000000

13.69 15.05

13A.86 14.17 14.47 14.75 “ 15.42  15.82

16.00 16.50 17.00

14.00 14.50

15.00 15.50

Time-->

17.50

18.00

18.50

19.00

8270-BF051716.M Mon May 23 19:05:50 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 7

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

4.68 6.50 ng 271190 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 50
2 Acetic acid. 1.1-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 Butane 58 C4H10 000106-97-8 9

Abundance Scan 271 (4.684 min): BF087289.D (-268) (-) m/z 43.05 100.00%
48
5000 59 L
101 SIS SRR AL
440 4.60 4.80 5.00
OB 8 | Tm/z 59.10 49.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 13.75%
o 25 3! 37 | 83 o3 01
miz--> 0 20 30 40 50 60 70 8 9 100
Abundance
43
440 460 480 5.00
5000 57 m/z 58.10 13.14%
29 h
101
37 50 78
S UL SR SIS SIS I UL IULILL UL WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: 1-Propen-2-ol, acetate A R R
43 4.40 4.60 4.80 5.00
m/z 41.10 10.04%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 92.33 ng 3853280 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): BF087289.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 5y ‘ 0 6.00 620 640 6.60
7 . . . .
1T ,-!".|.ﬁ~, &7 | Mews W~ m/z 68.10 49.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IBENABERARBE AR AN
6.00 6.20 6.40 6.60
70 m/z 66.05 34 .34%
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
69 o 6.00 620 640 6.60
5000 m/z 134.10 32.95%
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 e e
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 21.09%
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 : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17

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

8.84 2.73 ng 165655 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 64
2 1H-Inden-1-one. 2.3-dihvdro-3.3.... 174 C12H140 054484-71-8 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 52
4 Ethanone. 1-T4-(1-methvl-2-prope... 174 C12H140 109586-49-4 49
5 2-l1sopropylamino-4-methylbenzoni... 174 C11H14N2 028195-00-8 49

Abundance Scan 635 (8.845 min): BF087289.D (-633) (-) m/z 159.10 100.00%
49
5000
95 174
39 81 109
53 637 . 18145 8.60 8.80 9.00 9.20
0’ m/z 174.20 30.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38742: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159
5000 LR RN RN R S
8.60 8.80 9.00 9.20
131 174 m/z 95.10 27 .69%
15 28 39 51 e T oL 10575 T
A A YA YA YRS RS A0 S "R
Abundance
159
" 860 8.80 9.00 9.20
5000 m/z 109.10 24 _.01%
174
115
. 15 27 39 51 g3 77 91 105 181,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38739: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!- R o e S R N R
159 8.60 8.80 9.00 9.20
m/z 91.10 22.76%
5000
128 174
o 15 % 3 51 s 77 9 10515 TP
m/z--> 20 45 60 85 100 120 140 160 1éo 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown9.90 Concentration Rank 18

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

9.90 2.34 ng 142220 Acenaphthene-d10 9.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Piperidinopvridine 162 C10H14N2 002767-90-0 22
2 Benzoic acid. 2-hvdroxv-6-methvl... 180 C10H1203 006555-40-4 22
3 Benzenamine. N.N.3-trimethvl- 135 C9H13N 000121-72-2 22
4 3.4-Dihvdro-2.7-dimethvipvrimido... 162 C8H10N4 036755-43-8 14
5 4H-1-Benzopyran-4-one, 2,3-dihyd... 162 C10H1002 039513-75-2 12

Abundance Scan 727 (9.896 min): BF087289.D (-725) (-) m/z 134.10 100.00%
134 161
5000
180
192 '9.60 9.80 10.00 10.20
(o} m/z 161.10 80.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30460: 4-Piperidinopyridine
161
5000
9.60 9.80 10.00 10.20
106 151 m/z 79.10 70.86%
51 78 133
oL 15 28 41°° 66 | 92 A
miz--> 20 40 60 80 100 120 140 160 180
Abundance
134
'9.60 9.80 10.00 10.20
5000 m/z 162.10 58.23%
106 180
77
o 27 39 51 g3 95 123 151
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15069: Benzenamine, N,N,3-trimethyl- —
134 9.60 9.80 10.00 10.20
m/z 41.10 56.50%
5000
ot 119
0 1\5 27 3\9\‘ 5} Gﬁ 7\? h‘h 195 I |
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 ' 9.%0 9.&'30 10.'00 10.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 7 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.57 3.61 ng 185097 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 72
3 Thvmol 150 C10H140 000089-83-8 59
4 Phenol. 4.4"-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 59
5 Benzoyl chloride, 3-methoxy- 170 C8H7CI02 001711-05-3 59
Abundance Scan 786 (10.571 min): BF087289.D (-784) (-) m/z 135.10 100.00%
135
5000
o 1 10.20 10.40 10,60 10.80
77 151 - : - :
0 ...,....',h...'.6,].'...",..'.'.,.l.'..','..: 200 220 o2 | m/z 107.10  17.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 UL AR UAREE
10,20 10.40 10.60 10.80
a1 107 m/z 41.10 15.71%
oL18 |65 91 163 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
10.20 10.40 10,60 10.80
5000 m/z 136.10 10.20%
91
. 39 o5 17 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22607: Thymol R R RREEEEa
135 10.20 10.40 10.60 10.80
m/z 43.10 9.29%
5000
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl10.60 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.23 ng 114250 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
2 2-Indolinol. l1l-acetvl-3-methvl- 191 C11H13NO02 013303-72-5 32
3 Phenol. 2-(1.1-dimethvlethvI)-4-_.. 164 C11H160 002409-55-4 27
4 Benzene. 2-methoxv-4-methvl-1-(1... 164 C11H160 001076-56-8 27
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 27
Abundance Scan 789 (10.605 min): BF087289.D (-788) (-) m/z 149.10 100.00%
107 149
121
5000
“ s 125 i 105 olas 1050 100 1550
220 - - - - -
| — .',||. . | 0 Lt 0 390 175, L 204 ST s57107.10 0 84. 20%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50011: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43 149
5000 10,20 10.40 10.60 10.80 11.00
120 101 m/z 121.10  71.55%
o | 54 67 80 94105 | 131 | 160 |
mz-> 20 40 60 85 100 120 140 160 180 200 220
Abundance
149 191
120 10,20 10.40 10.60 10.80 11.00
5000 43 m/z 191.15 26.28%
132
77 106
58 91 163
S R R S LA WL B I WL WL W W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31883: Phenol, 2-(1,1-dimethylethyl)-4-methyl- A maE o
149 10.20 10.40 10.60 10.80 11.00
m/z 55.10 22.40%
121
5000
164
91
ok 2t Teses |10 | 4
mz> 20 40 60 8 100 130 140 160 180 200 250 | | 1050 1040 10'60 100 11,00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 4-tert-Butylphenyl acetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.91 ng 149082 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 2-Bromo-3"-methoxvacetophenone 228 C9H9Bro02 005000-65-7 64
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
Abundance Scan 805 (10.788 min): BF087289.D (-804) (-) m/z 135.10 100.00%
135
5000
a1 17 10.40 10.60 10.80 11.00 11.20
77 91 121 : : : : :
Obrrrrertl 2382 0 I ol 398160 177 198 209222236 | sz 107.10  18.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50307: 4-tert-Butylphenyl acetate
135
5000 AR BRI SR UL B
150 10,40 10.60 10.80 11.00 11.20
107 m/z 136.10 10.47%
ol 15 29 43 e 77 91 “l1y9 | 177 192
m/z--> 20 40 60 éo 100 120 140 1é0 180 200 220 240
Abundance
135
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 9.36%
41 57 107
o2l D L o L1 | M9163 1012
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75461: 2-Bromo-3'-methoxyacetophenone R ARRasaEEa LS
135 10.40 10.60 10.80 11.00 11.20
m/z 43.10 7.86%
5000
7 o 107
o5 w0 & | P |2 228
m/z--> 20 45 éo 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 19:05:57 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Cyclohexene, 2,4-dimethyl-1.._. Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.94 3.91 ng 200155 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexene. 2.4-dimethvl-1-(1-m... 150 C11H18 056763-60-1 50
2 Cvclohexane. 4-methvl-2-methvlen... 150 C11H18 056763-62-3 50
3 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 47

4 Santalol. cis..alpha.- 220 C15H240 019903-72-1 38
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 25
Abundance Scan 818 (10.936 min): BF087289.D (-815) (-) m/z 93.10 100.00%

10.60 10.80 11.00 11.20
m/z 41.10 54.61%

o 72183 195206 219
miz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #22922: Cyclohexene, 2,4-dimethyl-1-(1-methyletheny!)-
93
41 150
5000 107 LA LI L L LN L L LB
135 10,60 10.80 11.00 11.20
‘ ‘ 121 ‘ m/z 107.10 53.45%
0 ‘ ‘ ‘ ‘ ‘\ \\ \ “ |
: |""|”"|"'w""|'“'|"'w"
m/z--> O 100 120 140 160 180 200 220
Abundance
93
R
a1 o 150 10,60 10.80 11.00 11.20
5000 g2 107 m/z 80.10 47.76%
27 67 5 135
53 121
Ot tly Wy e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11103: Cyclohexanemethanol, 4-methylene-  E Eas A
93 10. 60 10. 80 11. OO 11. 20
m/z 94.10 45_.78%
5000 79 108
28 67
41 50
Lol 126
O B T e R e L B A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10. 80 11. OO 11. 20

8270-BF051716.M Mon May 23 19:05:58 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 11 Benzenesulfonamide, N-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.84 ng 145358 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 83
2 Benzene. (ethvilsulfonvl)- 170 C8H1002S 000599-70-2 72
N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 64
4 4H-1.2.4-Triazole-4-benzenesulfo... 224 C8H8N402S 029982-62-5 53
5 Bensulide 397 C14H24N04PS3 000741-58-2 43
Abundance Scan 822 (10.982 min): BF087289.D (-820) (-) m/z 77.05 100.00%
7
141
5000 170
51
39 95 109 158 10.60 10.80 11.00 11.20 11.40
Ok 82 b 2 7122 T1 (194206219 1 Lo 7141.00  68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64847: Benzenesulfonamide, N-butyl-
77 141 170
5000 U SO SRR B
1060 10.80 11.00 11.20 11.40
51 158 m/z 170.05  49.92%
15 T | e | e7100 125 | 184 23
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
77
94 10.60 10.80 11.00 11.20 11.40
5000 170 m/z 51.10 33.79%
o1 141
29 125
A NI N 1t N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63280: N-(2-Cyano-ethyl)-benzenesulfonamide R EREEE R
77 10.60 10.80 11.00 11.20 11.40
m/z 78.10 12.16%
5000 141
51 170
28
15 | 39 | 65 | 97109 125 | 153 | 193 210
m/z--> 25 40 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 19:05:59 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Caffeine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.28 7.61 ng 389757 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 97
2 2-Methvl-5-valeramido pvrimidine 193 C10H15N30 1000213-95-9 35
3 3.3"-Dimethvl-5-methoxv-4.5"-bii... 194 C9H10N203 019668-80-5 30
4 2-Phenanthrenol 194 C14H100 000605-55-0 27
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 25
Abundance Scan 848 (11.279 min): BF087289.D (-847) (-) m/z 194.10 100.00%
194
109
55
5000

11.00 11.20 11.40 11.60
| 21620 ' "m/z 109.10 70.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52317: Caffeine
194
109
5000 5567 LA L L L L LN

82 11.00 11.20 11.40 11.60

m/z 55.10 66.60%
a2 137 15 165
0 1\5 2\8 H‘ | Il 1L 9\4 |l 122 150 179 H
R B B s B e A Ran s na s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57 109
R REaEE R
41 11.00 11.20 11.40 11.60
5000 m/z 67.10 60.50%
85
193
151
o 69 97 | 122 136 164 178
A B e e o e AR B S s e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52442: 3,3'-Dimethyl-5-methoxy-4,5"-biisoxazole B A RRREE R
194 11.00 11.20 11.40 11.60
m/z 82.10 41.42%
5000
56 82 140
1528 43 | 68 | 9410710 | 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11. 20 11. 40 11. 60

8270-BF051716.M Mon May 23 19:06:00 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.98 ng 204123 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 78
Abundance Scan 878 (11.622 min): BF087289.D (-876) (-) m/z 43.10 100.00%
48
i ® ‘/\—W\LM
5000
S 115" L4 167171165 10928 "1 1160 110 1250
157 185 227 256 - - . .
— 143 199 m/z 41.10 75.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 LR UL B BN B
nmnmnmnm
129 m/z 60.00 73.39%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11)40 11!60 11)80 12)00
5000 29 m/z 73.05 68.10%
129
85 115 171 214
o 98 143157 | 18597
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid L e B
43 60 7 11.40 11.60 11.80 12.00
m/z 55.10 67.97%
29
5000
e i L@v\_
3 115 143
o M\ P | Wmes P | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo

8270-BF051716.M Mon May 23 19:06:01 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl12.40 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.40 2.24 ng 79887 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic acid

2 Tetradecanoic acid
3 Tridecanoic acid

4 Nonanoic acid

5 Undecanoic acid

200 C12H2402
228 C14H2802
214 C13H2602
158 C9H1802
186 C11H2202

000143-07-7 46
000544-63-8 43
000638-53-9 38
000112-05-0 38
000112-37-8 38

Abundance Scan 946 (12.399 min): BF087289.D (-944) (-) m/z 43.10 100.00%
55
73
5000
93 129 L e e e e
1 152 171185198 , 5227241 12.00 12.20 12.40 12.60 12.80
01 m/z 41.10 73.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56047: Dodecanoic acid
60 73
43
5000 LA L B L B L B L L L L
29 ng 200 12.00 12.20 12.40 12.60 12.80
157 m/z 55.10 69.71%
e e
o R PP N N W - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 R e L
12.00 12.20 12.40 12.60 12.80
5000 129 m/z 60.00 60.77%
29 85 o7 185 228
. U5 143157171 199994
R B E B o Ea Ea a BERER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65566: Tridecanoic acid LN e
60 73 12.00 12.20 12.40 12.60 12.80
m/z 57.10 58.85%
43
5000
129
29 85 o5 115 171 214
185
0 ..%Z.d..h“.udJ.JW.pMM.Jw..Wh,au..,u%?% SRS/ S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12. 60 12. 80

8270-BF051716.M Mon May 23 19:06:02 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.48 16.81 ng 598752 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Oxirane. 2.3-bis(l1-methvlethvl)-... 128 C8H160 054644-32-5 47
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 38

Abundance Scan 953 (12.479 min): BF087289.D (-951) (-) m/z 56.10 100.00%
56
5000
73 129
3 97 239 257 12.20 12.40 12.60 12.80
o yg | o7 A8 s 281 812 | 75""67.10  60.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 T ------\'-/\/-\‘ﬁﬁ\ﬁ
a1 73 257 nmnmnmnm
129 239 m/z 43.10 52.12%
oL ‘ | h H‘ " H\l R e S A ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
12.20 12.40 12.60 12.80
5000 41 m/z 41.10 51.66%
73
. 971151 157 185 213 239257 Lo 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- B A RRREE R
56 12.20 12.40 12.60 12.80
41 m/z 55.10 36.61%
5000
73
o ‘ d 95 113128
m/z--> ﬁo Jo éo 80 160 150 140 160 180 200 220 240 2éo 2éo 360 ' 12 20 12. 40 12. 60 12. 80

8270-BF051716.M Mon May 23 19:06:03 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1-Tetradecanol, acetate Concentration Rank 9

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

12.56 4.04 ng 143939 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 91
2 Cvclohexadecane 224 C16H32 000295-65-8 89
3 1-Docosene 308 C22H44 001599-67-3 87

074339-53-0 83
074339-52-9 80

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302

Abundance Scan 960 (12.559 min): BF087289.D (-958) (-) m/z 43.10 100.00%
43
61
‘ I e 12.20 12.40 12.60 12.80
139 173 213228 . . . .
Obrer el .'!.-.,-....,..J::,....,..1.“?6.... 1 e || M7z 55,10 51.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92244: 1-Tetradecanol, acetate
43
5000 LA L L L L L LB L L B
61 g3 12.20 12.40 12.60 12.80
111 m/z 83.10 41.94%
139 168 196 241
Ofrrrprrrrp ety
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R A e e o
12.20 12.40 12.60 12.80
5000 m/z 97.10 37.38%
29 111
o 139154 181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R e EEaE L
12.20 12.40 12.60 12.80
m/z 41.10 34.92%
5000
125
o 153168
A IIIIIIIIIIIIIIIIIIII
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 19:06:04 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.19 10.53 ng 374994 Chrysene-d12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 96
2 n-Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 Octadecanoic acid 284 C18H3602 000057-11-4 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 1015 (13.188 min): BF087289.D (-1012) (-) m/z 56.10 100.00%
56
5000 [{L
P B e ZT s 00 a0 vale0 o
I || “ L e e T L 30 G 57.10  61.82%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 AR AR AR
29 1280 13.00 1320 13.40 1360
m/z 43.10 50.31%
129 285
97 267
ob——L ‘.‘ I M \N .‘M‘. \hl\ T - :|I'5.7 ; ]:8\? |2|13| sz\u i ‘. .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
12:80 13.00 13.20 13.40 13.60
5000 99 m/z 41.10 43.48%
73 211
129
185 284
o 39 101 157 255 \,Nde_‘._ﬁ,J\Ax___J\,}\__,
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester A ERmEa mEa S
57 12.80 13.00 13.20 13.40 13.60
m/z 55.10 37.46%
5000
29 267285
83 129 |
ob— ‘. \I I‘ \JI\ hm I\“JI “hl‘l‘-’H-. “. " 157 185 2|13| szu : “. AL I3]'-O' .3‘:0' T T
m/z--> 50 100 150 200 250 300 1280 13.00 1320 13.40 1360

8270-BF051716.M Mon May 23 19:06:04 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Decane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.22 4.66 ng 166061 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 64
2 Pentadecane 212 C15H32 000629-62-9 60
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 53
4 Eicosane 282 C20H42 000112-95-8 50
5 Hexadecane 226 C16H34 000544-76-3 47

Abundance Scan 1018 (13.222 min): BF087289.D (-1017) (-) m/z 57.10 100.00%

5000

13.00 13.20 13.40 13.60

99 113157141155 172 190 212 230

0! m/z 43.10 68.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18418: Decane
43
5000 LA B L LB L L ) B
29 n, 13.00 1320 13.40 13.60

m/z 71.10 38 .59%

‘ ‘ \‘ 99 113127142

0'wl“|“'w'“'w'“|“"'“'w'“ R R e e e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R N EEE S AR RaR
71 13.00 13.20 13.40 13.60
5000 o m/z 41.10 34.31%
29 9

9
113127141155169183 212

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27141: Octane, 2,4,6-trimethyl- e e AR EERaE n
57 13.00 13.20 13.40 13.60
43 m/z 85.05 32.83%
5000
71 g5
29 99
0 ‘ } w 113127141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13 20 13 40 13. 60

8270-BF051716.M Mon May 23 19:06:05 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl3.44 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.99 ng 106338 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-I2-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 37
2 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 30
3 7H-Dibenzolc.alcarbazole 267 C20H13N 000194-59-2 27
4 6-Chloro-2.3-dimethvl-4-phenvlau... 267 C17H14CIN 022609-11-6 16
5 1,2-Dimethoxy-ethene 88 C4H802 1000194-22-7 16
Abundance Scan 1037 (13.439 min): BF087289.D (-1033) (-) m/z 45.05 100.00%
4p 267
88
5000
h % 161 186 21359245 "' 1320 1340 13.60 13.80
Okl m/z 267.20 80.14%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #136339: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267
5000
45 89 13.20 13.40 13.60 13.80
112 133 m/z 88.10 71.22%
o ‘ \ L ‘J‘ L‘ ‘ 177 205223 251 291 338
A s e A AR RA RARa s aaEs Ao Lo
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
267
A B
13.20 13.40 13.60 13.80
5000 m/z 57.10 58.72%
133
63 89 106 163 187 211 239

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98700: 7H-Dibenzo[c,g]carbazole L B B R
267 13.20 13.40 13.60 13.80

m/z 135.10 55.98%

5000

150 187 213 239
I
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087289.D

Aca On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.55 2.85 ng 101362 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tetradecane 198 C14H30 000629-59-4 92
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 87
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1047 (13.554 min): BF087289.D (-1045) (-) m/z 57.10 100.00%

g7
5000 85

113 13.20 13.40 13.60 13.80
‘ 140 169 210 251
ol L7219 20 | m/z 43.10 82.14%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64571: Pentadecane
57
5000 LA L L B L L L L L L
85 13.20 13.40 13.60 13.80
29 m/z 71.10 50.94%
113
ol B 22
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
B Raama e A AR E
13.20 13.40 13.60 13.80
5000 85 m/z 55.10 38.40%
29
0 113 141 169 198
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro- R e R B
57 13.20 13.40 13.60 13.80
m/z 85.10 37.24%
5000 85
29
oLt d ‘U I 141162183 211 239 273 301322343 371 414
i e T T T T T  REa e R e AR D
m/z--> 50 100 150 200 250 300 350 400 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 : BF087289.D

Acq On : 22 May 2016 14:23

Operator : UM/SJ

Sample : H3172-05

Misc :

ALS Vial : 57 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... 4.68 6.5 ng 271190 1 6.56 834709 20.0
unknown6 .33 6.33 92.3 ng 3853280 1 6.56 834709 20.0
Naphthalene, 1,2,... 8.84 2.7 ng 165655 3 9.59 1213680 20.0
unknown9 .90 9.90 2.3 ng 142220 3 9.59 1213680 20.0
Phenol, 4-(1,1,3,... 10.57 3.6 ng 185097 4 11.07 1024770 20.0
unknown10.60 10.60 2.2 ng 114250 4 11.07 1024770 20.0
4-tert-Butylpheny... 10.79 2.9 ng 149082 4 11.07 1024770 20.0
Cyclohexene, 2,4-_... 10.94 3.9 ng 200155 4 11.07 1024770 20.0
Benzenesulfonamid... 10.98 2.8 ng 145358 4 11.07 1024770 20.0
Caffeine 11.28 7.6 ng 389757 4 11.07 1024770 20.0
n-Hexadecanoic acid 11.62 4.0 ng 204123 4 11.07 1024770 20.0
unknownl12 .40 12.40 2.2 ng 79887 5 13.69 712337 20.0
Hexadecanoic acid... 12.48 16.8 ng 598752 5 13.69 712337 20.0
1-Tetradecanol, a... 12.56 4.0 ng 143939 5 13.69 712337 20.0
Octadecanoic acid... 13.19 10.5 ng 374994 5 13.69 712337 20.0
Decane 13.22 4.7 ng 166061 5 13.69 712337 20.0
unknownl13.44 13.44 3.0 ng 106338 5 13.69 712337 20.0
Pentadecane 13.55 2.9 ng 101362 5 13.69 712337 20.0
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