LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

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-BF072716_.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 1.678 6 8 57 rvB 1025008 2425881 100.00% 17.352%
2 4.604 262 264 282 rBvY 188804 358610 14.78% 2.565%
3 5.084 304 306 323 rBVY 802335 975724 40.22% 6.979%
4 5.290 323 324 336 rvB4 30112 76768 3.16% 0.549%
5 6.170 399 401 409 rBV 647550 992663 40.92% 7.101%
6 6.284 409 411 413 rVV 1076666 1065289 43.91% 7.620%
7 6.353 415 417 419 rVvwV 145850 176240 7.26% 1.261%
8 6.399 419 421 429 rVB 50626 101193 4.17% 0.724%
9 6.513 429 431 442 rVB 216966 237455 9.79% 1.699%
10 6.673 442 445 447 rBV 741220 814499 33.58% 5.826%
11 6.776 453 454 462 rVB 60157 87397 3.60% 0.625%
12 7.039 475 477 479 rBV 26621 27088 1.12% 0.194%
13 7.084 479 481 485 rVV 468020 572645 23.61% 4.096%
14 7.142 485 486 489 rvV 47633 74105 3.05% 0.530%
15 7.187 489 490 492 rVB 25635 28519 1.18% 0.204%

16 7.382 504 507 520 rVB 214821 242576 10.00% 1.735%
17 7.564 520 523 524 rBV 41280 55700 2.30% 0.398%
18 7.610 524 527 529 rVB 71108 105594 4 _.35% 0.755%
19 7.805 542 544 546 rBV 228873 273254 11.26% 1.955%
20 8.022 561 563 566 rBvV 195576 233939 9.64% 1.673%

21 8.079 566 568 571 rvVv 236279 256774 10.58% 1.837%

22 8.502 603 605 610 rBv2 77253 93159 3.84% 0.666%
23 8.582 610 612 614 rBvV 86203 67406 2.78% 0.482%
24 8.616 614 615 617 rBvV 21589 27315 1.13% 0.195%
25 8.685 620 621 627 rBv2 27105 60090 2.48% 0.430%
26 8.799 629 631 633 rBv 74009 58614 2.42% 0.419%

27 8.879 635 638 640 rBVY 1170062 1017925 41.96% 7.281%
28 9.005 647 649 653 rBv2 51040 117222 4._.83% 0.838%
29 9.279 669 673 675 rBvV 213535 202112 8.33% 1.446%
30 9.496 690 692 694 rBvV 66873 124008 5.11% 0.887%

31 9.542 694 696 698 rvv 322341 312306 12.87% 2.234%

32 9.576 698 699 706 rvv 39168 72526 2.99% 0.519%
33 10.330 763 765 767 rBV 427954 500099 20.62% 3.577%
34 10.468 774 777 783 rBV 29792 46375 1.91% 0.332%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.016 823 825 827 rBV 200430 237289 9.78% 1.697%

36 11.565 872 873 876 rBvV 22382 36580 1.51% 0.262%
37 12.216 927 930 932 rBV 39319 39701 1.64% 0.284%
38 12.434 947 949 952 rBV 46736 57742 2.38% 0.413%

39 12.594 961 963 966 rBV 814726 777112 32.03% 5.559%
40 13.508 1040 1043 1051 rVVv3 51469 113566 4.68% 0.812%

41 13.634 1051 1054 1060 rVvVv 281770 361660 14.91% 2.587%

42 14.617 1138 1140 1145 rBV 33830 75961 3.13% 0.543%

43 14.914 1164 1166 1168 rBV 24394 36326 1.50% 0.260%

44 14.971 1168 1171 1179 rVB 171960 300250 12.38% 2.148%

45 15.234 1191 1194 1198 rVB4 15607 32797 1.35% 0.235%

46 16.503 1303 1305 1310 rvB2 10822 30003 1.24% 0.215%
Sum of corrected areas: 13980057

8270-BF072716.M Mon Aug 01 02:21:25 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089442.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.60 30.20 ng 358610 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 264 (4.604 min): BF089442.D (-262) (-) m/z 43.05 100.00%
a3
59
5000
101 e I S
51 | 83 | 420 440 460 480 5.00
SBSNSSSMBIMSBES A2 S| S S m/z 59.10 60.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 59 NSRS SR S L
420 4.40 4.60 4.80 5.00
m/z 101.10 21.23%
"'I”"I'”'?%'”I'"W""I”"I'”'Ig?”lg?"ﬁ%"P"'l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.01%
101
15 3 508 60 86
mmwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R N A RERRE R .
50 420 440 460 4.80 5.00
m/z 41.10 9.52%
5000 41
68
”'I"”I'"W"'jPL"I”"I”"I'”'I"”I"'W""P"'I}%§I'”'%4?'W INABESSADE SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 14

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

5.29 6.47 ng 76768 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 97
2 Styrene 104 C8HS8 000100-42-5 95
3 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 90
4 Butanedioic acid, phenyl- 194 C10H1004 000635-51-8 64
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 39

Abundance Scan 324 (5.290 min): BF089442.D (-323) (-) m/z 104.10 100.00%
104
5000 8
51
39 | 63 | 500 520 540 5.60
S| NS i N —— ] & 2 m/z 78.00 49.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104
5000 8 URRE UL R I UL
51 5.00 520 5.40 5.60
39 m/z 103.00 48.31%
63
- ,....,..?Z,...:M. ...ll.??,:h..,7?P:u,...§?...gﬁ M
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
104
500 520 540 560
5000 78 m/z 51.10 27.84%
51
5 27 39 6 89 o8
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene e PR
104 5.00 520 5.40 5.60
m/z 77.10 23.05%
5000 8
o 51
..,....,..?Z,...a“.??.ll.??,?ﬁ.??.:w.q...??...gﬁl.ﬂ.,...., A A L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 unknown6.28 Concentration Rank 2

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

6.28 89.73 ng 1065290 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 411 (6.284 min): BF089442.D (-409) (-) m/z 132.00 100.00%
5000 68 k
40 e J 600 620 640 6.60
54 : : : :
Qe |sus o m/z 68.10 40.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32 .45%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.05 26 .03%
33 44 o 105
60 ™" 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 17.00%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 158 .,.1??
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\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 5 Benzene, l-ethenyl-3-methyl- Concentration Rank 8

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

6.35 14.84 ng 176240 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 96
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 95
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 95
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93

Abundance Scan 417 (6.353 min): BF089442.D (-415) (-) m/z 117.10 100.00%
117
5000 & {
91
39 51 55 65 77 ‘ 103 6.00 6.20 6.40 6.60
Y T Vs N SNIO  EN R|H m/z 118.10  80.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117
5000
91 6.00 6.20 6.40 6.60
. -15%
39 g 103 m/z 115.10 4215
..,.??.,..%T,...j,.4..ﬂ....,Nﬂ..,..ﬂ: B4l o7 | 109 I
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance
117
6.00 6.20 6.40 6.60
5000 m/z 91.10 32.84%
91
39 51 103
s 2wl B T o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8957: Benzene, 2-propenyl-
117 6.00 6.20 6.40 6.60
m/z 103.05 12.12%
5000 o1
51 65 78 103 ‘
"I'"'I"?TI“"h'?§'N"?ﬁ'“t'I"Jll"'W""I'M"I"L“"" USRS SR SRR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Benzene, l-ethenyl-2-methyl- Concentration Rank 9

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

6.40 8.52 ng 101193 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
4 Benzene, l-propenyl- 118 C9H10 000637-50-3 87
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 83

Abundance Scan 421 (6.399 min): BF089442.D (-419) (-) m/z 117.10 100.00%
117
5000
91
39 51 o 65 77 103 6.00 6.20 6.40 6.60 6.80
S S = 0 Y S S | | AN M/ — m/z 118.10 77.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117 $
5000
6.00 6.20 6.40 6.60 6.80
w0 9 103 m/z 115.05  34.74%
58
., ..??, ik .‘.15..?1.. . ff. r .T‘T,.?S..‘, L7 s 1] M
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.05 29.91%
91
27 39 51 5g 65 7 g 103
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl- e e
117 6.00 6.20 6.40 6.60 6.80
m/z 116.05 10.89%
5000 o1
39 51 65
58 78 103
'|'“'|“'jw"ﬂh'ﬂlﬂm'|“”lw§§ﬁ*'“|m“'l“l”w"w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 1-Propyne, 3-phenyl- Concentration Rank 12

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

6.78 7.36 ng 87397 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propyne, 3-phenyl- 116 C9HS8 010147-11-2 95
2 Indene 116 C9HS8 000095-13-6 94
3 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 91
4 3-Methylphenylacetylene 116 C9HS8 000766-82-5 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91

Abundance Scan 454 (6.776 min): BF089442.D (-453) (-) m/z 115.05 100.00%
115
5000
9 g 6|3 74 8|9 o 6.40 6.60 6.80 7.00 7.20
e o B B B L 2 i e et SR m/z 116.05 92 .65%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8410: 1-Propyne, 3-phenyl-
115
5000
6.40 6.60 6.80 7.00 7.20
63 89 m/z 89.00 14.92%
27 3 Sts7 P74 | 93 109 |,
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116
6.40 6.60 6.80 7.00 7.20
5000 m/z 63.00 14 _.41%
63
27 3% 50 57 74 89 98 110
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Benzene, 1-propynyl-
115 6.40 6.60 6.80 7.00 7.20
m/z 117.00 8.61%
5000
27 39 51568 7 89 98 109 1l
m/z--> 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 16

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

7.14 6.24 ng 74105 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 97
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 96
4 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 96
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 94

Abundance Scan 486 (7.142 min): BF089442.D (-485) (- m/z 117.05 100.00%
117
132
5000
39 | | | 105 ‘| 6.80 7.00 7.20 7.40
..,....,....,....|,....;....,.'!..,...!',....',:...,.-'.'..,...!,....', b m/z 132.05  77.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132
5000
6.80 7.00 7.20 7.40
o o 6 o1 ‘ m/z 115.05  44.49%
77 105
"I':!-'S'I"%TI"'"I""I'"'I"H'I"'MI""I‘*"9'8I""'I"'ll'"l‘l ""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 6.80 7.00 7.20 7.40
5000 m/z 91.05 28.07%
91
51 77
65
4 | s ga 080

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14041: 2,4-Dimethylstyrene

6.80 7.00 7.20 7.40
m/z 131.10 23.59%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF072716.M Mon Aug 01 02:21:31 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Benzenemethanethiol, 4-methyl- Concentration Rank 6

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

7.38 17.75 ng 242576 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol, 4-methyl- 138 C8H10S 004498-99-1 86
2 Benzenemethanethiol, .alpha.-met... 138 C8H10S 006263-65-6 83
3 Benzene, (1-bromoethyl)- 184 C8H9Br 000585-71-7 64
4 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 64
5 3-Methylbenzyl mercaptan 138 C8H10S 025697-56-7 64

Abundance Scan 507 (7.382 min): EZJF089442.D (-504) (-) m/z 105.10 100.00%
105
5000
51 " 7.00 7.20 7.40 7.60 7.80
39 63 138 : : : : :
PO S U< s N (o - & 0 1 B s D 41
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17437: Benzenemethanethiol, 4-methyl-
105
5000
7.00 7.20 7.40 7.60 7.80
77 138 m/z 79.10 17.31%
15 27 %5465 | 9 | 12
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
7.00 720 7.40 7.60 7.80
5000 29 m/z 103.10 13.49%
51
39 138
63 01 121
mz-> 20 40 60 80 100 120 140 160 180
Abundance #49200: Benzene, (l—bromoethyl)— LI LILEL L B I B BL
105 7.00 7.20 7.40 7.60 7.80
m/z 106.10 8.45%
5000
79
15 27 39 51 63 | 89 || 140 169 184
m/z--> 20 40 60 80 100 120 140 160 180 700 7.20 7.40 7.60 7.80

8270-BF072716.M Mon Aug 01 02:21:32 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 1H-Indene, 1-methyl- Concentration Rank 18

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

7.56 4.08 ng 55700 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
2 Benzene, 1-butynyl- 130 C10H10 000622-76-4 94
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 92
4 2-Methylindene 130 C10H10 002177-47-1 91
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 90

Abundance Scan 523 (7.564 min): BF089442.D (-520) (-) m/z 115.10 100.00%
145 130
5000
39 51 63 77 g9 102 | 7.20 7.40 7.60 7.80
e D o o B m/z 130.10 93.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13092: 1H-Indene, 1-methyl-
115 130
5000 L I LU I I
7.20 7.40 7.60 7.80
51 g3 m/z 129.10 75.64%
39 77 102
..,....,..Z.Z,...a,....}‘a...,lH‘..,.M,...??....,l...,..1.1,2.?:‘. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
115 14,
720 7.40 7.60 7.80
5000 m/z 128.10 40.02%
63
15 27 39 O 789 102 122
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13094: 1,4-Dihydronaphthalene
130 7.20 7.40 7.60 7.80
m/z 127.10 18.64%
115
5000
R | I\
..,.4?.,..??,...??....;h...,:Wn.,.:wh ...g?....pu...,..l.%ggl. rr | ANERERERE R A SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80

8270-BF072716.M Mon Aug 01 02:21:33 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 Benzene, 1-butynyl- Concentration Rank 10

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

7.61 7.73 ng 105594 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 93
2 2-Methylindene 130 C10H10 002177-47-1 91
3 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 91
4 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 87
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 87

Abundance Scan 527 (7.610 min): BF089442.D (-524) (-) m/z 130.10 100.00%
115 130
5000
9 51 63 77 gg 102 | 720 740 7.60 7.80 8.00
R R R = e L e m/z 115.00 96 .60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13088: Benzene, 1-butynyl-
15 a9
5000
7.20 7.40 7.60 7.80 8.00
s 63 m/z 129.10 79.77%
15 27 39 G778 12 |15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130
115 ISR U RS L
7.20 7.40 7.60 7.80 8.00
5000 m/z 128.10 41.73%
s 39 O B 77 o g 192
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13103: Naphthalene, 1,2-dihydro- S S ALV NSV N
130 7.20 7.40 7.60 7.80 8.00

m/z 127 .05 17.28%

5000 115

51 64
15 27 39 ¢ 00 77 gy 102 Ll WA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

8270-BF072716.M Mon Aug 01 02:21:34 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 13 o-Cymene Concentration Rank 7

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

8.02 17.12 ng 233939 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 90
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 83
3 p-Cymene 134 C10H14 000099-87-6 80
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 72
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 72

Abundance Scan 563 (8.022 min): BF089442.D (-561) (-) m/z 119.10 100.00%
119
5000
91
39 51 65 77 103 | 135 152 7.60 7.80 8.00 8.20 8.40
SN PSSP PRSI RSN 1| BN S m/z 91.05 31.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: o-Cymene
119
5000
134 7.60 7.80 8.00 8.20 8.40
91 m/z 117.10 17.77%
15 27 4151 65 A7 | 108 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.60 7.80 8.00 8.20 8.40
5000 m/z 120.10 10.37%
134
91
15 27 41 51 65 77 103
memmmrwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #l4809:p—Cymene | BRI B LI B
119 7.60 7.80 8.00 8.20 8.40
m/z 77.10 9.23%
5000
o1 134
27 \4\1 5\1 §\5 7\7 : 193 L :
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 7.60 7.80 8.00 8.20 8.40

8270-BF072716.M Mon Aug 01 02:21:35 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 13

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

8.50 6.82 ng 93159 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 78
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 72
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 59
5 1H-Indene, l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 59

Abundance Scan 605 (8.502 min): BF089442.D (-603) (-) m/z 117.05 100.00%
147
5000
o1 8.20 8.40 8.60 8.80
39 63
e STl 105 134 10 "m/z 115.05  45.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
i \l M
5000
91 8.20 8.40 8.60 8.80
51 m/z 116.10 15.76%
65 105 ‘
”..,..”?%Jb.ﬂt.$5.M.,M..M.¢J.,.”.,...w....,”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
uz .,
8.20 8.40 8.60 8.80
5000 o m/z 91.00 11.64%
15 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58679: Benzene, (2-bromocyclopropyl)-
117 8.20 8.40 8.60 8.80
m/z 118.10 10.92%
5000
39 51 63 ol
15 27 | | 74 “ 102 || 128 169 184 196 [&
m/z--> 20 40 60 8 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 16 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 17

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

8.58 4.93 ng 67406 Naphthalene-d8 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 78
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 72
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 72
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 64
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 64

Abundance Scan 612 (8.582 min): BF089442.D (-610) (-) m/z 133.10 100.00%
5000
39 51 g5 77 9|1 1(|)5115 150 166 8.20 8.40 8.60 8.80 9.00
oo e W AS0 T Tz 710510 ¢ 19.06%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133
5000
8.20 8.40 8.60 8.80 9.00
148 m/z 91.10 14.87%
, 15 %7 ﬁ? 51 65 77 %1 1?5 117
| L ul L (N ! L
mz-> 0 2 40 60 80 100 120 140 160
Abundance
133
8.20 8.40 8.60 8.80 9.00
5000 m/z 134.10 12.46%
148

, 15 27 39 51 g5 77 91 105 117

|
m/z--> 0 20 40 60 80 100 120 140 160

Abundance #22764: 3,4-Dimethylcumene
133 8.20 8.40 8.60 8.80 9.00
m/z 115.10 11.49%

5000
148
105
15 27 4151 65 77 %1 115
1 [l | 1 | \‘

|
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

8270-BF072716.M Mon Aug 01 02:21:37 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 17 1H-Benzimidazol-2-amine Concentration Rank 20

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

8.68 3.85 ng 60090 Acenaphthene-d10 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 53
2 Benzoxazole, 2-methyl- 133 C8H7NO 000095-21-6 53
3 3,4-Dimethyl-benzoic acid 4-brom... 304 C15H13Br02 305856-23-9 50
4 1-Propanone, 2-chloro-1-(2,4-dim... 210 C12H15CIO 054965-53-6 50
5 1H-Inden-5-0l, 2,3-dihydro- 134 C9H100 001470-94-6 50

Abundance Scan 621 (8.685 min): BF089442.D (-620) (-) m/z 133.10 100.00%
133
5000
105
39 gy 77 | | 8.40 8.60 8.80 9.00
I'”#”hW“”H“”P'ﬁPJ'P”W'”W”'W”“I””P'”P“W'”W”" m/z 105.10 21.94%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14683: 1H-Benzimidazol-2-amine
133
5000
8.40 8.60 8.80 9.00
105 m/z 91.05 17.93%
I?ZW”'W””I“”P'”P”'P”W'”W”'W”“I””P'”P”W'“W”'
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
133
840 860 880 9.00
5000 m/z 115.00 13.74%
64 105
38 79
mmmwwwwwmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #147640: 3,4-Dimethyl-benzoic acid 4-bromo-pheny! ester P R
133 8.40 8.60 8.80 9.00
m/z 134.10 13.28%
5000
105
39 62 \‘ ) | 153 173 304
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_M
Quant Title : 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 18 Benzene, 1-(bromomethyl)-4-_... Concentration Rank 11

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

9.00 7.51 ng 117222 Acenaphthene-d10 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(bromomethyl)-4-methyl- 184 C8H9Br 000104-81-4 53
2 Benzene, (1-bromoethyl)- 184 C8H9Br 000585-71-7 53
3 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 53
4 Benzene, (l-nitroethyl)- 151 C8H9NO2 007214-61-1 50
5 Thiophene, 2-(4-methylbenzylsulf._.. 252 C12H1202S2 153837-88-8 47

Abundance Scan 649 (9.005 min): BF089442.D (-647) (-) m/z 105.05 100.00%
105
5000
79
39 51 g5 a1 119 147 8.60 8.80 9.00 9.20 9.40
...,....-,.."..~,-.-...|,..-..,lul.-..-,~..1.3.5,.-...,.1.79.,.... m/z 79.10 19.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49229: Benzene, 1-(bromomethyl)-4-methyl-
105
5000
8.60 8.80 9.00 9.20 9.40
m/z 77.10 16.48%
27 30 51 &3 | o1 || 169 186
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
8.60 8.80 9.00 9.20 9.40
5000 m/z 103.10 15.84%
79
15 27 39 51 63 89 140 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30884: Benzene, (1,3-dimethyl-3-butenyl)-
105 8.60 8.80 9.00 9.20 9.40
m/z 106.10 9.04%
5000
77
27 39 51 g5 | 91 | 118128 143 160
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 19 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.91 ng 46375 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 777 (10.468 min): BF089442.D (-774) (-) m/z 57.10 100.00%
57
5000
9]?' 141 11020 10.40 10.60 10.80

e e | M/z 71,100 72.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane

57

5000
10.20 10.40 10.60 10.80

m/z 43.05 67 .64%

99
i MMM‘\141 183 225 267 300 367

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

57

10.20 10.40 10.60 10.80
5000 m/z 85.10 52._.85%

97
141 183 225 267 309 351 393 463 505 561 603

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

Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
m/z 41.10 32.30%
5000
ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 20 10 40 10. 60 10.80

8270-BF072716.M Mon Aug 01 02:21:39 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 20 1-Heneicosanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.51 6.28 ng 113566 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 94
Abundance Scan 1043 (13.508 min): BF089442.D (-1040) (-) m/z 57.10 100.00%
q7
5000 111 N,hthLN,‘,_NJh\\fL~w«/\ff\\
RN DS SR SRR
3 \ 215 13.20 13.40 13.60 13.80
—— ”'L'"'“ (89 816 m/z 43.10 98.28%
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol J‘WJ\W
55
5000 AR BN RSN BRI
13.20 13.40 13.60 13.80
2 m/z 55.10 98.08%
139
JLl I \‘ \‘ n A 167 196 238 266 294
m/z--> 50 200 250 300 350
Abundance
57 83
13.20 13.40 13.60 13.80
5000 11 m/z 83.10 92.37%
29
139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T T T T T T T
13.20 13.40 13.60 13.80
83 m/z 69.10 81.77%
5000 111
29
\‘h139 163182 210 537255 356
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
Data File : BF089442.D

Acq On : 30 Jul 2016 7:40

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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._.60 30.2 ng 358610 1 6.51 237455 20.0
Bicyclo[4.2.0]oct. .. 5.29 6.5 ng 76768 1 6.51 237455 20.0
unknown6 .28 6.28 89.7 ng 1065290 1 6.51 237455 20.0
Benzene, 1l-etheny... 6.35 14.8 ng 176240 1 6.51 237455 20.0
Benzene, 1l-etheny... 6.40 8.5 ng 101193 1 6.51 237455 20.0
1-Propyne, 3-phenyl- 6.78 7.4 ng 87397 1 6.51 237455 20.0
Benzene, 2-etheny... 7.14 6.2 ng 74105 1 6.51 237455 20.0
Benzenemethanethi. .. 7.38 17.8 ng 242576 2 7.80 273254 20.0
1H-Indene, 1-methyl- 7.56 4.1 ng 55700 2 7.80 273254 20.0
Benzene, 1-butynyl- 7.61 7.7 ng 105594 2 7.80 273254 20.0
o-Cymene 8.02 17.1 ng 233939 2 7.80 273254 20.0
Benzene, 2-etheny... 8.50 6.8 ng 93159 2 7.80 273254 20.0
Benzene, 1,3-dime... 8.58 4.9 ng 67406 2 7.80 273254 20.0
1H-Benzimidazol-2... 8.68 3.9 ng 60090 3 9.54 312306 20.0
Benzene, 1-(bromo... 9.00 7.5 ng 117222 3 9.54 312306 20.0
Hexacosane 10.47 3.9 ng 46375 4 11.02 237289 20.0
1-Heneicosanol 13.51 6.3 ng 113566 5 13.63 361660 20.0
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