LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 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-BF062916.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 1.655 4 6 9 rvB 959174 1365387 27.71% 4.208%
2 1.747 12 14 24 rVB 345462 636807 12.92% 1.962%
3 1.873 24 25 40 rVB 2635932 4927841 100.00% 15.186%
4 2.067 40 42 86 rvB2 150797 965460 19.59% 2.975%
5 3.061 126 129 142 rVB 55896 134457 2.73% 0.414%
6 4.993 295 298 302 rVB 305122 405459 8.23% 1.249%
7 5.416 332 335 337 rBVY 2471798 2398069 48.66% 7 .390%
8 6.444 422 425 428 rBVY 1987166 2266569 46.00% 6.985%
9 6.582 435 437 440 rBV 1904826 2481250 50.35% 7.646%
10 6.822 456 458 460 rBV 945079 774725 15.72% 2.387%

11 6.982 469 472 474 rVB 2065486 2088447 42 .38% 6.436%
12 7.382 504 507 509 rBV 1670199 1536211 31.17% 4._.734%
13 8.102 568 570 572 rBV 900640 873185 17.72% 2.691%
14 9.176 662 664 667 rBY 1826558 2411263 48.93% 7.431%
15 9.576 697 699 701 rBV 119234 122367 2.48% 0.377%

16 9.668 705 707 709 rBV 60599 52417 1.06% 0.162%
17 9.850 721 723 726 rBV 783952 788647 16.00% 2.430%
18 10.639 789 792 794 rBV 1028094 1159725 23.53% 3.574%
19 11.325 850 852 855 rvB 531393 731845 14.85% 2.255%

20 11.862 898 899 902 rBV 58354 95768 1.94% 0.295%
21 12.388 943 945 948 rBV 48249 53349 1.08% 0.164%
22 12.651 966 968 975 rBV 46974 70379 1.43% 0.217%

23 12.914 989 991 994 rBV 2129958 2108860 42.79% 6.499%
24 13.165 1008 1013 1014 rBV 81138 106672 2.16% 0.329%
25 13.508 1040 1043 1044 rBV 83530 113018 2.29% 0.348%

26 13.817 1068 1070 1074 rBV2 309813 461974 9.37% 1.424%
27 13.954 1080 1082 1085 rBV 795875 876477 17.79% 2.701%
28 14.148 1096 1099 1101 rBV 173810 173051 3.51% 0.533%
29 14.457 1123 1126 1128 rBV 266402 351754 7.14% 1.084%
30 14.742 1149 1151 1158 rVB2 91865 169232 3.43% 0.522%

31 14.880 1161 1163 1165 rBV 49325 51981 1.05% 0.160%
32 15.062 1177 1179 1183 rVB 170825 255060 5.18% 0.786%
33 15.360 1202 1205 1208 rBV 600251 771957 15.67% 2.379%
34 15.611 1224 1227 1232 rBV2 85780 189173 3.84% 0.583%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF062916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.828 1244 1246 1248 rBV 126940 206774 4._.20% 0.637%
36 15.874 1248 1250 1254 rVB3 86001 159055 3.23% 0.490%
37 16.571 1309 1311 1317 rVB2 60499 115794 2.35% 0.357%

Sum of corrected areas: 32450459
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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\BF062916\

BF088519.D

30 Jun 2016  4:47

UM/SsJ

H3830-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 1 unknownl.66 Concentration Rank 4

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

1.66 35.25 ng 1365390 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 6 (1.655 min): BF088519.D (-4) (-) m/z 73.10 100.00%
73
5000 43
89 /L G
1.70 1.80 1.90 2.00 2.10
0 STl % | m/z 43.10 51.23Y%
LB UL SULBL SURIS IULELRLS IUILS UL IV SULRELS SULLN SR - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 26.10%
. s e s |
R S NERSA AR RARES RARAS AERS RS
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance

73

1.70 1.80 1.90 2.00 2.10
5000 m/z 41.05  10.29%

41
29 57
51
O T T T T T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance : i i

#13551: Propanoic acid, 2-methyl-, propyl ester
43 170 1.80 1.90 2.00 2.10

m/z 45.10 7.62%

71
5000 89
27
18 | 37 \\ 53 59 ‘ 101
O S e e e e e ey

m/z--> 10 20 30 40 50 60 70 80 90 100 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.07 24.92 ng 965460 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 9
4 Glycine 75 C2H5NO2 000056-40-6 7
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 7

Abundance Scan 42 (2.067 min): BF088519.D (-40) (-) m/z 75.10 100.00%
75
5000 45
57 180 200 220 240
o! e e m/z 73.10 75.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U R R R I
1.80 2.00 2.20 2.40
“ m/z 45.10 42 .10%
OIII\IIIHH I\H‘ .‘l‘l|.8.8..]|-0.3...|....|....|....|..
m/z--> 20 80 100 120 140 160 180
Abundance
73
180 200 220 240
5000 m/z 41.05 26.82%
45
29
55 101
e L L B S L UL LA UL LS B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)- L BB NI o s
73 1.80 2.00 2.20 2.40
m/z 47.00 13.47%
5000
45
27
0 Lol ST 89 107 119 135 179
LN S UL UL FUELELELA DAL UL AR UARLLEN S U A A AL A
m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.99 10.47 ng 405459 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 298 (4.993 min): BF088519.D (-295) (-) m/z 43.10 100.00%
43
59
5000
101 SRR SRR UL RS
51 | 83 | 460 4.80 5.00 5.20 5.40
S MM m/z 59.10 52.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR UL RS
59 460 4.80 5.00 520 5.40
m/z 101.10 17.33%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 17.21%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R R
43 460 4.80 5.00 5.20 5.40
m/z 41.10 8.60%
5000
101
15 3 | 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Undecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.62 ng 95768 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Isoamvl nitrite 117 C5H11NO2 000110-46-3 27
4 4-Tetradecanol 214 C14H300 001653-33-4 22
5 1-Tetradecyl acetate 256 C16H3202 000638-59-5 11
Abundance Scan 899 (11.862 min): BF088519.D (-898) (-) m/z 73.00 100.00%
60 7B
5000 A\ﬂ
5 97 115 129 T T T "|"9'4'N"
157 171 185 213 11.60 11.80 12.00 12.20
0! m/z 43.10 93.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60 783
5000 43 L B BRI SULRE B
nmnmnmnm
29 129 143 m/z 60.00 92.11%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,....,....‘ wo
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
60 73
" 11,60 11.80 12,00 12.20
5000 129 m/z 57.05 77 .25%
29 87 115
ol 15 101 143 100 172
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8479: Isoamy! nitrite e B ERmEE BE
41 11.60 11.80 12.00 12.20
m/z 41.10 74 .10%
57
5000 29
71
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. 00 12 20

8270-BF062916.M Thu Jun 30 19:35:39 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Heneicosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.17 2.43 ng 106672 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1013 (13.165 min): BF088519.D (-1008) (-) m/z 57.10 100.00%
57
85
5000
141 169 215 12.80 13.00 13.20 13.40
o...-.~,-.J..J.l|,.-' L e — m/z 71.05 75.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U A SRR B
12. 80 13. oo 13. 20 13.40
m/z 43.10 63.89%
29 3
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
12:80 13.00 13.20 1340
5000 g5 m/z 85.05 54 _.89Y%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane LI L L L L L L B
57 12.80 13.00 13.20 13.40
m/z 41.10 23.53%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 1280 1300 1320 1340 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.58 ng 113018 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 1043 (13.508 min): BF088519.D (-1040) (-) m/z 57.10 100.00%
57
85
5000
| 22001 169 197 g 13.20 13.40 13.60 13.80
W O O T e L LA < m/z 71.10 74.45%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR UARRE!
13 20 13 40 13. 60 13.80
m/z 43.10 57.83%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 13.20 13.40 13.60 13.80
5000 m/z 85.10 56.07%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane T T
57 13.20 13.40 13.60 13.80
m/z 55.10 23.89%
5000 85 J\_—’—J\w//\\
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1320 1340 1360 1380 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 10.54 ng 461974 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1070 (13.817 min): BF088519.D (-1068) (-) m/z 57.10 100.00%
g7 83
5000 'ﬂ_ﬁj\_Jw‘hﬁJ\&v_wAﬁVA&_A_
111
LRI SN DU SURIURN SUN
3 139 13.60 13.80 14.00 14.20
ol 108 153 28 m/z 55.10 95.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 TTTT TTTT TTTT TTTT TT
anmmmmm
m/z 43.10 93.09%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
"' 13:60 13.80 14.00 14.20
5000 11 m/z 83.10 91.23%
29
0 139 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane L e
57 13.60 13.80 14.00 14.20
97 m/z 69.10 81.95%
5000
29 125
0 Lol gk ‘ i h 4 154 179196 224 257269 320
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.15 3.95 ng 173051 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1099 (14.148 min): BF088519.D (-1096) (-) m/z 57.10 100.00%
57
5000
99 13.80 14.00 14.20 1440
41 : : :
o b gt tee 23126 w/z 71.10  72.63%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83028: Hexadecane
57
5000 A SR DU B B
13 80 14. 00 14.20 14.40
m/z 43.10 60.13%
0 26 \‘ \‘\ \\ \‘ \‘ }41 '183 226
miz--> 0 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
13.80 14.00 14.20 1440
5000 m/z 85.10 50.73%
99
o 141 183 225 267 309 367
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane T
57 13.80 14.00 14.20 14.40
m/z 55.10 24 .68%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Oxalic acid, isobutyl hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.46 8.03 ng 351754 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
4 1-Heptadecene 238 C17H34 006765-39-5 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 1126 (14.457 min): BF088519.D (-1123) (-) m/z 57.10 100.00%
g7

5000

111 o
o 127 155 182 208224240 264 295 327 14.20 14.40 11,60 14.80

m/z 43.10 68.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 41 LA L L L L L L L L
14.20 14.40 14.60 14.80
83 m/z 71.10 66.81%
0 \‘ Ll I \“ H‘ \‘H 1:}1127 148 196 224 269
e e L R S AR AR AR AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
- L B
14.20 14.40 14.60 14.80
5000 o7 m/z 85.10 47 .71%
125
0l.27 141 169 197 224 253269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #187989: Oxalic acid, hexadecyl propy! ester B B e e
43 14.20 14.40 14.60 14.80
m/z 55.10 44 _39%
5000 1

196 224 251
RERERRRERS S L e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14. 40 14 60 14. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.74 4.38 ng 169232 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 1-lodoundecane 282 C11H23l 004282-44-4 72
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 1151 (14.742 min): BF088519.D (-1149) (-) m/z 57.10 100.00%

g7
5000 85

14.40 14.60 14.80 15.00
m/z 71.10 68.23%

A 155 182 207222237253 270285 302
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

o

Abundance #117637: Nonadecane
57
43
5000 LA L L L L L LB L L B
14.40 14.60 14.80 15.00
m/z 43.10 61.44%
o 2 113127 155169 197 268
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e
43 85 14.40 14.60 14.80 15.00
5000 m/z 85.10 50.41%
113157
0 27 155169 197 225239 282
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- R B
57 14.40 14.60 14.80 15.00
m/z 41.10 22.07%
so00, 43 85
27 | | 13127 1?5169 197
0,.”.“”.“nh“.”,””,m.w.”w.u.“.”..” A EamasssEEEEEEES R e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 2-Bromo dodecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.06 6.61 ng 255060 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80

Abundance Scan 1179 (15.062 min): BF088519.D (-1177) (-) m/z 57.10 100.00%
57
LR DAL BN BN I
113 14.80 15.00 15.20 15.40
141
ol k191 169 210 252278 313341 | hzz 71.10  68.67%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85 LU BN B B
14.80 15.00 15.20 15.40
29 m/z 43.10 59.34Y%
113 169
0..“.‘.“|“.‘l‘.“‘.“l .‘.‘. .14|.9.L..|....24i8....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 1540
5000 85 m/z 85.10 47 .66%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R B
57 14.80 15.00 15.20 15.40
m/z 55.10 20.62%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1550 1540

8270-BF062916.M Thu Jun 30 19:35:45 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 18 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.83 5.36 ng 206774 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
Abundance Scan 1246 (15.828 min): BF088519.D (-1244) (-) m/z 57.10 100.00%
g7
1 113 15,60 15.80 16.00 16.20
141 : : : :
o,,LI L 24T 169 101 212 240 268 289 318 | o TIi 07 75 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 L BRI SN AR B
4 15.60 15.80 16. 00 16 20
m/z 43.10 58.01%
m/z--> i&mmm@mmmmmmm@mﬁ
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.10 50.62%
41
113
ol 25 141 169 197 225 253 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R B A B
57 15.60 15.80 16.00 16.20
m/z 55.10 21.79%
85
5000 4
113 155
o I \ L | 1§3 207 225
m/z--> 20 40 6|0 80 1(')0 12'0 140 160 180 200 220 240 260 280 300 320 15,60 15.80 16.00 16.20

8270-BF062916.M Thu Jun 30 19:35:45 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 19 cis-1-Chloro-9-octadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.12 ng 159055 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 68
2 l1-Heneicosanol 312 C21H440 015594-90-8 64
3 Dodecane. l1l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 59
4 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 46
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 41

Abundance Scan 1250 (15.874 min): BF088519.D (-1248) (-) m/z 55.10 100.00%

g5 83

5000

15.60 15.80 16.00 16.20
o’ m/z 83.10 98.72%

m/z--> 50 100 150 200 250 300 350
Abundance #133063: cis-1-Chloro-9-octadecene
55 | 83

5000 T T T T T
11 15. 60 1580 16. OO 16. 20

m/z 97.10 91.91%

29
137 286
o el “ “MH H ”‘ H\ hl Ii \? " ?'87 |20I8 IZ?OIZ?QI —y R
m/z--> 50 150 200 250 300 350

262 286 318

Abundance
55 83
N BRI
15.60 15.80 16.00 16.20
5000 111 m/z 69.10 85.42%
29
o 139 167 106 238 266 204
e e LA s e e e e e e e LA A s e e s s
m/z--> 50 100 150 200 250 300 350
Abundance #183013: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropyl)- T T T T T
1 83 15.60 15.80 16.00 16.20
m/z 43.10 79.70%
5000
111
139
o 68 || | | | | (167185 208 ; 253 275 347
- IIIIIII T T 17T T T T 1T T T T T 1 IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088519.D

Aca On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_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 20 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.57 3.00 ng 115794 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Hexadecanal 240 C16H320 000629-80-1 83
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
4 Heptadecanal 254 C17H340 1000376-70-0 72
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 1311 (16.571 min): BF088519.D (-1309) (-) m/z 57.10 100.00%
57 g
5000
41
e 207 0 ¥ 26605 313 | 1620 1940 16,60 1680
(o} m/z 82.10 81.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117606: Octadecanal
43 82

5000

16.20 16.40 16.60 16.80
m/z 43.10 81.52%

152168 104 222 250 .o

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 82
o e R
16.20 16.40 16.60 16.80
5000 67 | g7 m/z 96.10 55.27%
25 124

139 166 196 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117617: Oxirane, hexadecyl- R R RREEE T
16.20 16.40 16.60 16.80

m/z 55.10 53.17%

5000

124

152 180

208223 250 268
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062916\
Data File : BF088519.D

Acq On : 30 Jun 2016 4:47

Operator : UM/SJ

Sample - H3830-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062916_.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]
unknownl.66 1.66 35.3 ng 1365390 1 6.82 774725 20.0
Propane, 1,1-dime... 2.07 24.9 ng 965460 1 6.82 774725 20.0
2-Pentanone, 4-hy... 4._.99 10.5 ng 405459 1 6.82 774725 20.0
Undecanoic acid 11.86 2.6 ng 95768 4 11.34 731845 20.0
Heneicosane 13.17 2.4 ng 106672 5 13.95 876477 20.0
Hexacosane 13.51 2.6 ng 113018 5 13.95 876477 20.0
n-Tetracosanol-1 13.82 10.5 ng 461974 5 13.95 876477 20.0
Hexadecane 14.15 4.0 ng 173051 5 13.95 876477 20.0
Oxalic acid, isob... 14.46 8.0 ng 351754 5 13.95 876477 20.0
Nonadecane 14.74 4.4 ng 169232 6 15.36 771957 20.0
2-Bromo dodecane 15.06 6.6 ng 255060 6 15.36 771957 20.0
Heptadecane 15.83 5.4 ng 206774 6 15.36 771957 20.0
cis-1-Chloro-9-oc... 15.87 4.1 ng 159055 6 15.36 771957 20.0
Octadecanal 16.57 3.0 ng 115794 6 15.36 771957 20.0
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