LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample - H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF052316 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.696 271 272 290 rBvV 101145 321998 7.77% 1.006%
2 5.370 329 331 352 rBY 676858 1552214 37.46%  4.850%
3 5.633 352 354 363 rvVB 29882 73115 1.76% 0.228%
4 5.976 382 384 393 rBvY 19964 54515 1.32% 0.170%
5 6.982 470 472 474 rBV 81288 141379 3.41% 0.442%
6 7.027 474 476 482 rVV 434888 909161 21.94% 2.841%
7 7.119 482 484 489 rVvV 2180328 3113759 75.14% 9.729%
8 7.199 489 491 498 rVB 87956 167520 4._04% 0.523%
9 7.473 513 515 521 rBV 457469 857287 20.69% 2.679%
10 7.564 521 523 526 rvv 110343 165174 3.99% 0.516%
11 7.622 526 528 531 rvv2 26165 41845 1.01% 0.131%

12 7.702 532 535 549 rvv 1801208 2640955 63.73% 8.252%
13 7.896 549 552 560 rvB2 107191 207595 5.01% 0.649%
14 8.387 588 595 607 rBvV2 1714166 2897537 69.92% 9.054%
15 9.119 655 659 662 rBvV3 65056 151541 3.66% 0.474%

16 9.165 662 663 669 rvB 271427 499021 12.04% 1.559%
17 9.496 690 692 700 rBV 726867 1085523 26.20% 3.392%

18 10.353 763 767 771 rVvV 47026 98686 2.38% 0.308%
19 10.479 773 778 781 rvv4 13945 45328 1.09% 0.142%
20 10.593 785 788 792 rvv4 26106 80372 1.94% 0.251%

21 10.811 805 807 810 rvv 190965 332295 8.02% 1.038%
22 10.856 810 811 819 rVB3 57711 105668 2.55% 0.330%
23 11.279 844 848 854 rBV 3184166 4143955 100.00% 12.948%
24 11.976 907 909 919 rBV 109597 198038 4.78% 0.619%
25 12.319 937 939 942 rBV 792097 1136622 27.43% 3.551%

26 12.376 942 944 948 rVB 374223 510477 12.32% 1.595%

27 13.165 1010 1013 1014 rBV 42802 53746 1.30% 0.168%
28 13.622 1050 1053 1065 rVV 1870156 2711677 65.44% 8.473%
29 13.794 1065 1068 1070 rVVv3 35307 62777 1.51% 0.196%

30 13.839 1070 1072 1078 rVvVv 251378 462027 11.15% 1.444%

31 13.931 1078 1080 1090 rVB 74235 156332 3.77% 0.488%
32 14.731 1147 1150 1160 rVB 711209 1131186 27.30% 3.534%
33 14.937 1166 1168 1176 rVB 79321 129707 3.13% 0.405%
34 15.714 1234 1236 1240 rVB3 32476 54225 1.31% 0.169%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample - H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

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

35 17.085 1353 1356 1359 rBV 3483637 4097946 98.89% 12.804%
36 18.377 1463 1469 1472 rBV2 39604 115888 2.80% 0.362%

37 18.434 1472 1474 1485 rVB 602032 895172 21.60% 2.797%
38 20.114 1618 1621 1632 rBV 323079 602157 14.53% 1.881%

Sum of corrected areas: 32004420
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF052816\

BF087503.D

29 May 2016  4:53

UM/SsJ

H3272-03

27 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087503.D

5.37

0 bﬁ 5.98

7.12

7.70

7.0
Sy 7.90
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8.39
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O
Time-->

2.00

T
2.50

T T
3.00 3.50

I I I I
4.00 4.50 5.00 5.50 6.00 6.50

I
8.00

1
7.00 7.50

T r
8.50 9.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000 16

9.50

TIC: BF087503.D
11.28

13.62

12.32

.38
13.84

13X 93

10,81
104348599 86 11.98 13.17

14.73

14.94

15.71

Time--> 9

05—

14.00

A
LIS B B B N B B S N S S S B N B SR B B EE B B S

11.50 12.00 1250 13.00  13.50

.50 10.00 10.50  11.00

14.50 15.00  15.50

16.00  16.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087503.D

17.09

18.43
20.11

18.38

Time--> 17

Orpomsmry

21.00 21.50

.00 1750 18.00 18.50

19.00 19.50 20.00  20.50

22.00 22,50 23.00

23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.70 7.51 ng 321998 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 272 (4.696 min): BF087503.D (-271) (-) m/z 43.05 100.00%
43
5000 59 \\\\‘\-v-‘—‘-
101 BBAARSESREDE SRR
4.40 4.60 4.80 5.00
g o & | "m/z B59.10 49.49%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 DR SR U R
4.40 4.60 4.80 5.00
59 101 m/z 101.10 13.45%
27 3p 38 | 48 53 ‘ 67 72 77 83 o1 96
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 57 m/z 58.10 12.82%
29
101
38 50 78
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- —rrrrr
43 4.40 4.60 4.80 5.00
m/z 41.10 10.30%
5000
29 3 55 83 98 F;;;qqﬁ nos
"|”"\"'ﬁ”'"|'“'|"'w""|””'|'"'w"'l' —Ar
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\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 unknown7.12 Concentration Rank 1

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

7.12 72.64 ng 3113760 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Indazole, 4-methyl- 132 C8H8N2 1000316-00-9 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 484 (7.119 min): BF087503.D (-482) (-) m/z 132.00 100.00%
5000 68 K
40 | 7 %® 104 6.80 7.00 7.20 7.40
48 62
....,...!!'!..:-" : :!-.'.,..'.-'.,..5.‘?,..I.,....,.l.l?.,...., beerm | M7z 68.10  49.83%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U A L
6.80 7.00 7.20 7.40
a1 70 m/z 66.05 35.25%
R A R T T ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 108 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.14%
31 g5 ,, 51 8
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14498: 1H-Indazole, 4-methyl- R R A Ry
132 6.80 7.00 7.20 7.40
m/z 69.10 21.60%
5000
40
77 104
51
”'W'”Jhw”ﬂh?ngi'v'”I”'W'”'NM”I”'W'”'Ih”l”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 Benzene, 1,2,4-trimethyl- Concentration Rank 7

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

7.20 3.91 ng 167520 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 491 (7.199 min): BF087503.D (-489) (-) m/z 105.10 100.00%
105
5000 120
39 sl g3 7|7 91 6.80 7.00 7.20 7.40 7.60
eyl e 20l e m/z 120.10  41.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120
5000 IR L L IR L
6.80 7.00 7.20 7.40 7.60
m/z 77.05 12 .88%
15 27 39 Slsges " gy O gg

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.80 7.00 7.20 7.40 7.60
5000 m/z 119.10 11.89%
15 27 39 5lsges 1o, 9 o
R B R R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl- s ./\, P
105 6.80 7.00 7.20 7.40 7.60
m/z 91.05 10.19%
120
5000
39 5, 77 91
S SN A B AN - [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

7.56 3.85 ng 165174 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 523 (7.564 min): BFO87503.D(—52d)1) ) m/z 105.05 100.00%
105
5000 120
39 51 e /01 7.20 7.40 7.60 7.80
e i 28 el AL 182 T777120.10  38.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 A
7.20 7.40 7.60 7.80
. m/z 77.00 12.28%
s A e el Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120
7.20 7.40 7.60 7.80
5000 m/z 103.00 9.36%

77
15 27 39 51565 N og

wmwmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl- A S A
105 7.20 7.40 7.60 7.80
m/z 79.00 9.29%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 1-Propyne, 3-phenyl- Concentration Rank 6

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

7.90 4.84 ng 207595 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propyne, 3-phenyl- 116 C9HS8 010147-11-2 55
2 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 55
3 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 55
4 3-Methylphenylacetylene 116 C9HS8 000766-82-5 55
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 46

Abundance Scan 552 (7.896 min): BF087503.D (-549) (- m/z 115.10 100.00%
105 115
5000 134
39 g B 4,5 %
| i | || | | 7.60 7.80 8.00 8.20
SN —— RS 71 N N P [ S . m/z 119.10 83.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8410: 1-Propyne, 3-phenyl-
115
5000
7.60 7.80 8.00 8.20
63 89 m/z 105.10 83.91%
27 39 St T 74 e |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
115
7.60 7.80 8.00 8.20
5000 m/z 116.10 80.06%
63
w 27 39 5l 7R
wwmmﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A\ ‘A
Abundance #8416: Benzene, 1,2-propadienyl- N EEEER R sy e
115 7.60 7.80 8.00 8.20
m/z 134.10 37.94%
5000
39
51 63 89
15 20 | rorr e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 1H-Indene, 1-methyl- Concentration Rank 9

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

9.12 2.79 ng 151541 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 83
2 Benzene, 1-butynyl- 130 C10H10 000622-76-4 83
3 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 81
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 80
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 50

Abundance Scan 659 (9.119 min): BF087503.D (-655) (-) m/z 119.10 100.00%
119
130
5000
39 51 g3 77 o1 |“/L||||
| | | | | 103 | 8.80 9.00 9.20 9.40
e prrrr et e e et il Tm/Zz 115.10° 63.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13092: 1H-Indene, 1-methyl-
15 0
5000
8.80 9.00 9.20 9.40
51 63 m/z 130.10 55.15%
39 77 102
..,....,..Z.Z,...a‘,....Ha...,lH‘..,.l‘:‘a,...??....,l...,..1.1,2.?:‘. AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
15 49
8.80 9.00 9.20 9.40
5000 m/z 129.10 48.39%
51 63
15 27 39 78 e 122

mmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

-

Abundance #13110: Benzene,1-methyl-1,2-propadienyl-

115 130 8.80 9.00 9.20 9.40

m/z 134.10 38.36%
5000
>t 64
77
21 3 ‘ 89 102
.w.”w.nwpnﬂpn.h.nﬂwnpwm..”W””,h.w”lﬂ?ﬁw”.w”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 Benzene, 1-butynyl- Concentration Rank 3

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

9.16 9.19 ng 499021 Naphthalene-d8 9.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 97
2 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
3 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 94
4 Cycloprop[a]indene, 1,l1a,6,6a-te... 130 C10H10 015677-15-3 93
5 2-Methylindene 130 C10H10 002177-47-1 93

Abundance Scan 663 (9.165 min): BF087503.D (-662) (-) m/z 115.10 100.00%
115 130
5000
51 63
39 | | 77 g9 102 | 8.80 9.00 9.20 9.40
o S VS S PRSP SO PR | | m/z 130.10 93.16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13088: Benzene, 1-butynyl-

%

5000
8.80 9.00 9.20 9.40

m/z 129.10 73 .68%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance
115 130
e e
8.80 9.00 9.20 9.40
5000 m/z 128.10 37.56%
ot 64
39 7T 89 102
27 123
B L o o o o o B R R N AN EA S SRERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13092: 1H-Indene, 1-methyl-
115 130 8.80 9.00 9.20 9.40
m/z 51.00 18.16%
- MF[L\
51
39 77
S A O N T O P23 | N [ PO . O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 880 9.00 920 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 1(2H)-Acenaphthylenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.17 ng 462027 Phenanthrene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 93
2 CyclobutaJde]naphthalene 140 C11H8 024973-91-9 58
3 Dibenzofuran 168 C12H80 000132-64-9 50
4 Benzene, 1,3,5-trimethoxy- 168 C9H1203 000621-23-8 47
5 4H-Pyran-4-one, 2-ethyl-3-hydroxy- 140 C7H803 004940-11-8 47
Abundance Scan 1072 (13.839 min): BF087503.D (-1070) (-) m/z 140.10 100.00%
140
168
5000
39 63 g7 113 13.60 13.80 14.00 14.20
et et ek e roagy || M7z 139.10 0 85.76%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000
13.60 13.80 14.00 14.20
m/z 168.10 76.24%
5\\0 \‘ h I %Z 1]‘-\3 )

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
140
T T R T
13.60 13.80 14.00 14.20
5000 m/z 63.00 14.31%
63 84 113
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36883: Dibenzofuran
168 13.60 13.80 14.00 14.20
m/z 141.05 10.91%
5000
139
39 63 8? 113
IIIII‘IIIJIIIIIIlI I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.76 ng 156332 Phenanthrene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 81
2 Decane 142 C10H22 000124-18-5 76
3 Hexadecane 226 C16H34 000544-76-3 68
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
Abundance Scan 1080 (13.931 min): BF087503.D (-1078) (-) m/z 57.10 100.00%
a3 ¥
5000
113126 143 %7 15160 1380 1400 1450 |
m/z 43.05 82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
43 3
71
5000 85 U BN B BN U
29 anmmmmm
99 m/z 71.10 47 .25%
| I 13 127141 165 169 182
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 57
13.60 13.80 14.00 14.20
5000 m/z 41.10 41.87%
71
29 85
15 99 113 142
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R R mEEE
43 57 13.60 13.80 14.00 14.20
m/z 85.10 33.45%
5000 n
85
29
| L L w 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 250 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.94 2.29 ng 129707 Phenanthrene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H100 000518-85-4 94
2 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 49
3 1,2-Acenaphthylenedione 182 C12H602 000082-86-0 38
4 3-Aminocarbazole 182 C12H10N2 006377-12-4 27
5 4-Picoline, 2-(ethylthio)- 153 C8H11NS 019006-78-1 27

Abundance Scan 1168 (14.937 min): BF087503.D (-1166) (-) m/z 153.10 100.00%
1583
182
5000
2050 B g s 113 128 139 14.60 14.80 15.00 15.20
R B e e e T m/z 182.10 77.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47255: 2,3-Dihydro-1-oxo-1H-phenalene
182
JANEEAN
5000 153 14,60 14.80 15.00 1520
76 m/z 152.10 54 _78%
28 30 51 63 | 9li01 115126 139 ‘ 167 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
182
152 14.60 14.80 15.00 15.20
5000 m/z 154.10 52.12%
76
16 2939 °l 63 87 102 115 127 439
miz--> 20 40 60 80 100 120 140 160 180 AN
Abundance #47237: 1,2-Acenaphthylenedione A e P
126 154 14.60 14.80 15.00 15.20
m/z 181.10 22.73%
5000 182
63 74
50 87 98
||:|I-8||2|8| I3|9II‘wlllw\‘lIIM\II\\IIIWI]I']'I]'III\‘IIEI'?OIII‘IIIIIII\III
m/z--> 20 40 60 80 100 120 140 160 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample : H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.59 ng 115888 Chrysene-di2 18.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Eicosanol 298 C20H420 000629-96-9 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1469 (18.377 min): BF087503.D (-1463) (-) m/z 43.05 100.00%
a3
83
5000
111
6 LUV AR A
165 207 18.00 18.20 18.40 18.60
i m/z 57.10 96 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
1 /\\W*\
5000 LR BN L
18.00 18.20 18.40 18.60
m/z 55.10 92.63%
13955 182 210

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

%

57

97 IIIIIIIIIIIIIIIIIIIIII
41 18.00 18.20 18.40 18.60

5000 m/z 83.10 73.49%

125
81 154 182 210 238 265283 334

WWTTWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

-

18.00 18.20 18.40 18.60
m/z 41.05  65.52%

5000

:

125

153169 196 224
.
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
Data File : BF087503.D

Acq On : 29 May 2016  4:53

Operator : UM/SJ

Sample - H3272-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.70 7.5 ng 321998 1 7.47 857287 20.0
unknown7 .12 7.12 72.6 ng 3113760 1 7.47 857287 20.0
Benzene, 1,2,4-tr... 7.20 3.9 ng 167520 1 7.47 857287 20.0
Benzene, 1,2,3-tr... 7.56 3.9 ng 165174 1 7.47 857287 20.0
1-Propyne, 3-phenyl- 7.90 4.8 ng 207595 1 7.47 857287 20.0
1H-Indene, 1l-methyl- 9.12 2.8 ng 151541 2 9.50 1085520 20.0
Benzene, 1-butynyl- 9.16 9.2 ng 499021 2 9.50 1085520 20.0
1(2H)-Acenaphthyl... 13.84 8.2 ng 462027 4 14.73 1131190 20.0
Tetradecane 13.93 2.8 ng 156332 4 14.73 1131190 20.0
2,3-Dihydro-1-oxo... 14.94 2.3 ng 129707 4 14.73 1131190 20.0
Trichloroacetic a... 18.38 2.6 ng 115888 5 18.43 895172 20.0
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