LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On : 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 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-BF060716.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 1.724 10 12 13 rBvV 267439 374054 5.87% 1.206%
2 1.850 21 23 26 rBv 660404 1275598 20.02% 4.113%
3 2.547 82 84 88 rvB 76994 98780 1.55% 0.319%
4 3.290 145 149 153 rBvY 143657 266004 4.17% 0.858%
5 4.330 234 240 243 rBVY 2589176 6372385 100.00% 20.547%
6 4.970 293 296 305 rVB 173915 322898 5.07% 1.041%
7 5.393 330 333 335 rBY 1841124 2300761 36.11% 7.419%
8 6.422 421 423 426 rBVY 1637108 1945575 30.53% 6.273%
9 6.559 432 435 437 rBY 1708534 2409848 37.82% 7.770%
10 6.787 452 455 457 rBV 426804 583136 9.15% 1.880%

11 6.936 466 468 471 rVB 1820613 1849904 29.03% 5.965%
12 7.302 497 500 501 rVvVB 52495 65078 1.02% 0.210%
13 7.348 501 504 507 rBV 1394565 1412092 22.16% 4 _553%
14 8.068 565 567 571 rBv2 975921 1452038 22.79% 4.682%
15 9.153 659 662 664 rBV 2602112 2947868 46.26% 9.505%

16 9.828 718 721 722 rBV 548677 762485 11.97% 2.459%
17 10.605 787 789 792 rBV2 1009446 1355437 21.27% 4 _370%
18 11.302 848 850 852 rBvV 824185 699093 10.97% 2.254%
19 12.022 910 913 915 rBV 117228 171362 2.69% 0.553%
20 12.719 971 974 976 rBV 501533 409951 6.43% 1.322%

21 12.799 976 981 983 rvVvB2 45537 77637 1.22% 0.250%
22 12.891 986 989 991 rBV 2239231 2128098 33.40% 6.862%
23 13.417 1033 1035 1038 rBV2 201260 261051 4._.10% 0.842%
24 13.474 1038 1040 1043 rVB 33046 72572 1.14% 0.234%
25 13.931 1078 1080 1083 rBV 671384 658598 10.34% 2.124%

26 14.114 1093 1096 1098 rBV 73966 68150 1.07% 0.220%

27 14.708 1146 1148 1151 rBV 68542 70677 1.11% 0.228%

28 15.337 1201 1203 1205 rBV 314017 433094 6.80% 1.396%

29 15.383 1205 1207 1211 rVB 56151 71458 1.12% 0.230%

30 16.023 1258 1263 1266 rBV 55931 97815 1.53% 0.315%
Sum of corrected areas: 31013497
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061416\

BF088032.D

15 Jun 2016  7:43

UM/SsJ

H3473-11

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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11.30
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Time-->
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13.93
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Propyl acetate Concentration Rank 12

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

2.55 3.39 ng 98780 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H1i1IN 000109-73-9 7
3 Oxirane. 2.3-dimethvl-. cis- 72 C4H80 001758-33-4 7
4 Isobutvlamine 73 C4H1i1IN 000078-81-9 5
5 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 4

Abundance Scan 84 (2.547 min): BF088032.D (-82) (-) m/z 43.05 100.00%
43
5000
61
7|3 220 240 2.60 2.80
o m/z 61.00 28.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 RS LR L I
220 240 2.60 2.80
61 m/z 73.00 13.82%
27 73
0 e ‘ | 103
LR UL SR SR SRR UL FLELRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
A'I"”I"”I"”I"”I'
220 240 2.60 2.80
5000 m/z 42.05 9.93%
ﬂ
o 15 41 50 56 73
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #703: Oxirane, 2,3—dimethy|—, cis- LI L L B L L LB B
43 220 240 2.60 2.80
m/z 41.05 8.69%
5000
29
15
0 1, ‘ 37 ||| 50 s7 72 A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 4-Penten-2-one, 4-methyl- Concentration Rank 8

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

3.29 9.12 ng 266004 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 38
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 23
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 149 (3.290 min): BF088032.D (-145) (-) m/z 43.00 100.00%
a3
5000
83 "ahn 250 2a0 20
55 98 3.00 3.20 3.40 3.60
Okt A9 wm/z 83.10 13.34%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 UL L L L
3.00 3.20 3.40 3.60
m/z 39.10 9.66%
0 : 37, 49 5 63 69 77 %3 91 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
300 320 340 360
5000 m/z 55.10 6.72%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- e
43 3.00 3.20 3.40 3.60
m/z 41.10 4._70%
5000
27
o || 37| 49 ?F 61 67 77 83 %8
m/z--> 10 20 30 40 50 60 70 8 90 100 300 3.0 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 3-Hexen-2-one Concentration Rank 1

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

4.33 218.56 ng 6372390 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 240 (4.330 min): BF088032.D (-234) (-) m/z 83.10 100.00%
55 83
5000
43 98
BN R S
4.00 4.20 4.40 4.60
0 ...,....,....,..??Ll:‘..‘.‘?l.'.:.?1..‘?7.,...7?,..'..,....~,...., m/z 55.10 81.87%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3169: 3-Hexen-2-one
83
55
5000 43 IBENARBE AR AR LA
98 4.00 4.20 4.40 4.60
29 m/z 98.10 36.62%
. 23| 37| 49, 636 77 | o1
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
55 83
43 IS SARBERAREE ARE LRAE
4.00 4.20 4.40 4.60
5000 29 o8 m/z 43.10 31.50%
0 23 37 49 61 67 77 92
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 4.00 4.20 4.40 4.60
m/z 39.10 23.04%
41
5000 7 o8
15 ‘ 69
0 "'I"t .,..::M.%4.ail..??Hh l'l('i?""i"'??l"l "?%"'W' ] ISR R LA
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.97 11.07 ng 322898 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-0-Acetvl-2_.5-di-0O-methvl-3.6-d... 215 C10H17NO4 1000101-80-3 17
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 296 (4.970 min): BF088032.D (-293) (-) m/z 43.00 100.00%
43
59
5000
101 S I W
| 1 83 4.60 4.80 5.00 5.20 5.40
O el e e ——— m/z 59.10 61.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S U U
4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.48%
31 ‘ g3 101
e R B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
460 480 500 520 5.40
5000 " m/z 58.10 17.28%
. 71 % 97 113 100 141 156 173 184
LR R S LA UL UL SR UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e
59 4.60 4.80 5.00 5.20 5.40

m/z 41.10 9.18%

5000 41

68
Ll 50, 126 142 A

o e A

m/z--> 20 40 60 80 100 120 140 160 180 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown6.56 Concentration Rank 2

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

6.56 82.65 ng 2409850 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 40
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 435 (6.559 min): BF088032.D (-432) (-) m/z 132.00 100.00%
32
5000
68
‘ % 620 640 6.60 680
40 54 75 104 : . . .
o....,....;-:..“ﬁ:.-..,‘?%!-.',..'..,..5.‘?,..!.,.-:..,.1.1?.,....,-'...,.. m/z 134.00  34.50%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L R
6.20 6.40 6.60 6.80
2 78 m/z 68.10 29.20%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 18.33%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14500: 1H-Indazole, 7—methy|— LA L L L LB B L B
132 6.20 6.40 6.60 6.80
m/z 96.10 12.65%
5000
77 104
0 39 ‘M 57569 | 8793 || 115
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 2-Mercaptobenzothiazole Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.02 4.90 ng 171362 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 95
2 3-Methoxvthiobenzamide 167 C8HONOS 064559-06-4 59
3 2-Methoxvthiobenzamide 167 C8HONOS 042590-97-6 53
4 2" .47 -Dihvdroxvacetophenone oxime 167 C8H9NO3 1000212-89-5 47
5 Thioguanine 167 C5H5N5S 000154-42-7 42

Abundance Scan 913 (12.022 min): BF088032.D (-910) (-) m/z 167.00 100.00%
167
5000
69 gp o1 109 123 135 "' 11/80 12.00 12.20 12.40
o Er I m/z 109.00  11.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36043: 2-Mercaptobenzothiazole
167
5000 R S BRI B
11.80 12.00 12.20 12.40
/z 108.00 10.07%
69 109 123 m
83 96 140
0.,“%?,”?7pfﬁiu“: Nuju..qlh“,tﬂ. m.jp..WIL”,.L.QH..P..W..NH.”.,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
167
134 '11)80 12.00 12.20 12.40
5000 m/z 168.00 10.01%
60
51 77 91 108 151
o 41 69 99 119 142
memﬂ‘mwwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36188: 2-Methoxythiobenzamide R e
167 11.80 12.00 12.20 12.40
m/z 123.00 9.63%
134
5000
106
52 60 7f 90 o 149
g} NN I NS 4 AR 1M TN N SRR RN 1V e e
m/z--> 25 §0 Jo 55 eb 70 éo §o 160 110 150 1§o 150 1éo 1éo 1%0 ' 11. 80 12.00 12 20 12.40

8270-BF060716.M Wed Jun 15 18:40:19 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.72 12.45 ng 409951 Chrysene-di12 13.93
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 74
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 974 (12.719 min): BF088032.D (-971) (-) m/z 56.10 100.00%
56
5000
73
129 257 A
239 T T I T T
A || °ry 157 185 213 310 12.40 12.60 12.80 13.00
Ob el m/z 57.10 56.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AR S RARREAS
a1 257 nmnmnmmm
3 129 239 m/z 43.05 38.13%
oL ‘ | h H‘ " H\l 2 157 185 2 e ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
12,40 12,60 12,80 13.00
5000 41 m/z 41.10 35.47%
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 #58318: Cyclobutane, 1,1-dimethyl-2-octyl- e PR
56 12.40 12.60 12.80 13.00
m/z 55.10 31.07%
5000
41
oL 23 ‘ %? 111 140 168 196
m/z--> ﬁo 40 éo 80 160 150 140 160 180 200 220 240 2éo 2éo 360 ' 12. 40 12. 60 12. 80 13. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heptadecyl acetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.36 ng 77637 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 91
2 1-Acetoxvnonadecane 326 C21H4202 001577-43-1 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 981 (12.799 min): BF088032.D (-976) (-) m/z 43.10 100.00%
43 97
69
5000
125
12.40 12.60 12.80 13.00 13.20
Ob eI m/z 97.10 80.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143134: Heptadecyl acetate
43
5000 1 83 LRI DA SRR BRI B
12.40 12.60 12.80 13.00 13.20

m/z 83.10 76.81%

o 27 | 139154 1g2 210 238
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
e
83 12.40 12.60 12.80 13.00 13.20
5000 61 m/z 55.10 67.66%
111
ol 27 139154 182 210 238 266 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)- NS A7) W SO N
55 12.40 12.60 12.80 13.00 13.20
m/z 69.10 67.29%
83
5000
29
0 J L 139154 182 209 252 280 )
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Butyl myristate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.42 7.93 ng 261051 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1035 (13.417 min): BF088032.D (-1033) (-) m/z 56.10 100.00%

56
5000

A
LN N

| \ 143 171185 oa1 267 285 13.20 13.40 13.60 13.80
|----'|I--- |||||||| UWW%%WWJW m/z 57.10 60.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance #131257: Butyl myristate
56
A
5000 LANLINL L L L L L LB L LA
41 229 13.20 13.40 13.60 13.80
211 o84 m/z 43.05 42 .12%
- h H‘ i 101”&5 \ sz | oesoen
P . I R T T e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
13.20 13.40 13.60 13.80
so00l AL m/z 41.10 37.19%
27 70 8 99 125140

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

Abundance #115908: 2-Methyl-1-octadecene TR P
13.20 13.40 13.60 13.80

m/z 55.10 32.54%

5000

111
125139153167 182196210224238252266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Heptacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.47 2.20 ng 72572 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 1040 (13.474 min): BF088032.D (-1038) (-) m/z 57.10 100.00%
57
85
5000
L1 |11|3 141 13.20 13.40 13.60 13.80
ot bbb 4 e m/z 71.10 81.61%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85
13.20 13.40 13.60 13.80
m/z 85.10 60.81%
29 113 141
o | { ] A‘H [~ 10+ 189 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
'Aw"“l'“'l“"w'”
13.20 13.40 13.60 13.80
5000 85 m/z 43.10 57 .53%
. 29 13 141 160 197 205 253 205 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 13.20 13.40 13.60 13.80
m/z 55.10 21.38%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF060716 .M

Wed Jun 15 18:40:22 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.11 2.07 ng 68150 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1096 (14.114 min): BF088032.D (-1093) (-) m/z 57.10 100.00%
57
85
5000
113 13.80 14.00 14.20 14.40
141
0| dhh e 200 m/z 71.10 72.28%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 RN BN SUULRN BN
13.80 14.00 14.20 14.40
m/z 43.10 57.19%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 55.72%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R E Ramm
43 13.80 14.00 14.20 14.40
- m/z 41.10 22.24%
5000
‘ ‘ 9 197
0 Al J o7 195 183202 225 253 295 337
UL SR UL UL UL SRR UL B
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF060716.M Wed Jun 15 18:40:23 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.26 ng 70677 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1148 (14.708 min): BF088032.D (-1146) (-) m/z 57.05 100.00%
5000
99 14.40 14.60 14.80 15.00
41 : : :
o 208 281 m/z 71.10  69.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000

14.40 14.60 14.80 15.00
m/z 43.05 57.19%

99
|||, 141 183 225 267 309 367

Ol T T T T e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R REEREE R SRR
14.40 14.60 14.80 15.00
5000 m/z 85.10 48 .07%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
T T T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 55.10 21.31%
5000
99
o7 | | 141 183 225 267 309 365
L B o B o e N E N e o e S R R e EEEER mE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088032.D

Aca On 15 Jun 2016 7:43

Operator : UM/SJ

Sample : H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl16.02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.52 ng 97815 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Strophanthidol. 3.19-diacetate 490 C27H3808 083349-11-5 27
2 Silane. (silvimethvDI(trimethvl... 162 C5H18Si3 055836-80-1 27
3 Benzene. 1-fFluoro-3-(2-cvanoethe... 147 C9HG6FN 082344-56-7 18
4 Benzene. 1-fluoro-4-(2-cvanoethe... 147 C9HG6FN 071750-12-4 14
5 Acetic acid 2-o0xo0-2,3-dihydro-1H... 218 C11H10N203 016780-58-8 14
Abundance Scan 1263 (16.023 min): BF088032.D (-1258) (-) m/z 147.05 100.00%
43
5000 206
21
255275
‘ | | | | 15.80 16.00 16.20 16.40
ob—h e m/z 145.10 82 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #234111: Strophanthidol, 3,19-diacetate
43
5000 "'A |A'A'|" U
199 15.80 16.00 16.20 16.40
o1 m/z 43.10 74 .81%
67 111 145
oL— I“ I\ \\I ‘U‘ IMMIH‘\I‘ HI\ ‘IHMI\MI \hlu |17|9| |‘ lezzlgl 25‘|9| — 3|1|6 |33|9| ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
103 147
59 15.|80 16.|00 16.|20 16.I40
5000 m/z 81.10 71.36%
31 122
e L L W L S SR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #22508: Benzene, 1-fluoro-3-(2-cyanoethenyl) R  RREEEEES e
147 15.80 16.00 16.20 16.40
m/z 105.05 64.77%
5000 120
7596
50
0.3.1‘.l”."'HL.‘.‘J}‘..h..‘luuuuluu.. —
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088032.D

Acq On : 15 Jun 2016 7:43

Operator : UM/SJ

Sample - H3473-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
n-Propyl acetate 2.55 3.4 ng 98780 1 6.79 583136 20.0
4-Penten-2-one, 4. .. 3.29 9.1 ng 266004 1 6.79 583136 20.0
3-Hexen-2-one 4.33 218.6 ng 6372390 1 6.79 583136 20.0
2-Pentanone, 4-hy... 4 .97 11.1 ng 322898 1 6.79 583136 20.0
unknown6 .56 6.56 82.7 ng 2409850 1 6.79 583136 20.0
2-Mercaptobenzoth... 12.02 4.9 ng 171362 4 11.30 699093 20.0
Hexadecanoic acid... 12.72 12.4 ng 409951 5 13.93 658598 20.0
Heptadecyl acetate 12.80 2.4 ng 77637 5 13.93 658598 20.0
Butyl myristate 13.42 7.9 ng 261051 5 13.93 658598 20.0
Heptacosane 13.47 2.2 ng 72572 5 13.93 658598 20.0
Heneicosane 14.11 2.1 ng 68150 5 13.93 658598 20.0
Hexacosane 14.71 3.3 ng 70677 6 15.34 433094 20.0
unknown16 .02 16.02 4.5 ng 97815 6 15.34 433094 20.0
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