LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 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-BF060517.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 1.552 9 11 58 rvB 1095892 2190138 100.00% 10.766%
2 4.457 501 505 516 rBV 24892 62085 2.83% 0.305%
3 5.193 626 630 659 rBV 226034 621208 28.36% 3.054%
4 6.787 898 901 911 rBV2 12126 25232 1.15% 0.124%
5 6.887 915 918 925 rBV 118641 256383 11.71% 1.260%
6 6.951 925 929 952 rVB 848494 1491059 68.08% 7 .330%
7 7.292 982 987 1002 rVB 282803 378985 17.30% 1.863%
8 7.528 1022 1027 1044 rBVY 1019874 1390777 63.50% 6.837%
9 8.216 1139 1144 1164 rBV 688652 1012203 46.22% 4_.976%
10 9.322 1328 1332 1344 rBV 356882 485713 22.18% 2.388%

11 11.104 1628 1635 1651 rBV 1449745 1916353 87.50% 9.421%
12 11.804 1749 1754 1759 rBvV 26315 34585 1.58% 0.170%
13 12.145 1806 1812 1817 rBV2 365954 454857 20.77% 2.236%
14 13.445 2028 2033 2045 rBvV 541657 750618 34.27% 3.690%
15 14.539 2214 2219 2230 rVB 288648 382966 17.49% 1.883%

16 15.568 2386 2394 2401 rBV4 21069 33885 1.55% 0.167%
17 16.351 2521 2527 2535 rBV2 171777 210071 9.59% 1.033%
18 16.674 2578 2582 2589 rBV 30724 42042 1.92% 0.207%

19 16.862 2608 2614 2618 rBV 526914 584844 26.70% 2.875%
20 16.927 2619 2625 2628 rBV 1144475 1352898 61.77% 6.651%

21 17.333 2689 2694 2699 rVB 765139 826283 37.73% 4.062%

22 17.615 2738 2742 2746 rVB 24830 27953 1.28% 0.137%
23 17.780 2765 2770 2774 rBV 796218 869227 39.69% 4.273%
24 18.045 2810 2815 2819 rBV2 42851 48548 2.22% 0.239%

25 18.203 2834 2842 2846 rBV 728490 851710 38.89% 4.187%

26 18.268 2848 2853 2857 rBV 324258 372258 17.00% 1.830%

27 18.450 2878 2884 2888 rBV 43043 59467 2.72% 0.292%
28 18.492 2888 2891 2895 rBV3 18711 22753 1.04% 0.112%
29 18.603 2905 2910 2914 rBV 618425 719684 32.86% 3.538%
30 18.845 2944 2951 2954 rBV 41485 59751 2.73% 0.294%
31 18.880 2954 2957 2962 rVB3 23701 33354 1.52% 0.164%
32 18.986 2968 2975 2983 rVB 561680 648989 29.63% 3.190%
33 19.215 3012 3014 3018 rVB4 34860 34283 1.57% 0.169%

34 19.350 3032 3037 3041 rBvV 427137 527906 24.10% 2.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.709 3093 3098 3103 rBvV 386465 455501 20.80% 2.239%

36 19.945 3134 3138 3145 rVB 227659 284897 13.01% 1.401%
37 20.050 3151 3156 3162 rBV 263578 332905 15.20% 1.637%
38 20.380 3208 3212 3217 rVB 195248 226488 10.34% 1.113%
39 20.744 3270 3274 3283 rVB 103659 145249 6.63% 0.714%
40 21.156 3340 3344 3351 rVB2 63082 118151 5.39% 0.581%

Sum of corrected areas: 20342259
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096058.D
1400000

1200000 | 55

7.53
1000000

6.95
800000
8.22

600000

400000

5.19
200000 6

y 4.46 6.7

N L B

T T T T T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF096058.D
1400000 1410

1200000

1000000
800000
600000 13.44
400000{ 9.32 12.15

14.54

200000 16.35
11.80 15.57

‘r——trr—r—r—rrrr—r—r—7r V7t T T T T T AT T T

Time--> 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00 1350 1400 1450 15.00 1550 16.00 16.50
Abundance TIC: BF096058.D
1400000

1200000 16.93
1000000

17.78
800000 17.33 18.20

18.60 18.99

600000{ 14 Lxe

400000

19.35 19.71

200000

67 J17A.6’ A
O et e e e T T T T T T T T T

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2 unknown4.46 Concentration Rank 17

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

4._.46 3.28 ng 62085 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 40
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 505 (4.457 min): BF096058.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 TTTT llllllll llll lll
o} A SNV | o N m/z 59.00 61.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
0.0 59.0
5000 T e
420 4.40 4.60 4.80
73.0 101.0 m/z 101.00 20.36%
o1l ‘\ 1 ‘ 86.0
e S S UL SULIURS SUSIIL IS IULILS SULILLS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 4.80
0
5000 5.0 m/z 58.10 16.35%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R L A o
43.0 420 4.40 4.60 4.80
m/z 41.00 9.82%
5000
55.0
150 270
o ‘ | Ll | 710 830 980
miz--> S N N A A N A A AP 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.95 Concentration Rank 2

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

6.95 78.69 ng 1491060 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 929 (6.951 min): BF096058.D (-925) (-) m/z 132.00 100.00%
13%.0
5000 68.1 fk
00 540 || guo TR ko 700 750
O e e L L L o m/z 68.10 37.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i e e T
M0 530 o o m/z 134.00  31.39%
0 |||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 Tk om0 7o0 750
5000 ' m/z 66.00 21.26%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.60 6.80 7.00 7.20

m/z 69.10 14 _.23%

5000
104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 680 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.35 10.97 ng 210071 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2527 (16.351 min): BF096058.D (-2521) (-) m/z 57.10 100.00%
57.1
5000 8.1
113.1 16.00 16.20 16.40 16.60
141.2
0 .,....~,...J,.J'..,'....l|,..4.,....,....1,‘?9.9..?92:.9. e || M7z 71.10  69.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 AR AR DR
85.0 16.00 16,20 16.40 16.60
29.0 m/z 43.05 63.82%
o L] “ L 11§01410169019702250253028103090 338.0
m/z--> ﬁo Jo 60 85 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 49.47%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane R e
57.0 16.00 16.20 16.40 16.60
m/z 41.10 26.56%
5000
85.0
29.0
b1 M‘wﬂ%mmm%mmnm
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.86 31.42 ng 584844 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 2614 (16.862 min): BF096058.D (-2608) (-) m/z 57.05 100.00%
57.0
5000
99.1 EEREAVUSRAASABARRARSE RARE
141.1 16.60 16.80 17.00 17.20
- J ,Jil Loy 1881 2252 e m/z 71.10 70.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 IR SRR AR IR R
16.60 16.80 17.00 17.20
99.0 m/z 43.10 63.35%
0 2540“ ‘ “\ \h\ h‘ H‘ %4?‘.01 ;83'0 225'0 296'0
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance
57.0
1660 16.80 17.00 17.20
5000 m/z 85.10 52.26%
97.0
o 141.0 183.0217.0  273.0 309.0343.0 378.0 414.0
m/z--> 55 160 1%0 260 2%0 360 350 460
Abundance #202662: Heptacosane e
57.0 16.60 16.80 17.00 17.20
m/z 41.05 27 .01%
5000
99.0
o250 | | [, 1410 1830 2250 267.0 3230 380.0
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.33 44 .39 ng 826283 Chrysene-di12 18.27
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 Hexadecane 226 C16H34 000544-76-3 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2694 (17.333 min): BF096058.D (-2689) (-) m/z 57.10 100.00%
57.1
5000 851
131 17.00 17.20 17.40 17.60
1412
ol |, s 'll c169.2197.22253 267.3 3161 m/z 71.05 70.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 A
5000 85.0 IR DU BN L
17.00 17.20 17.40 17.60
m/z 43.05 64 .30%
. %%MW ﬂl}MMwMWM%mmoz%mmoswo
m/z--> éo 150 260 2%0 360 3%0
Abundance
57.0
o 17166 1720 1740 1760
5000 m/z 85.10 51.33%
29.0 113.0
0 141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #83023: Hexadecane Pt
57.0 17.00 17.20 17.40 17.60
m/z 41.10 24 .68%
5000 85.0
29.0
oL L ﬂ1301410169019702260
m/z--> 5'0 100 1&1,0 2(')0 250 3(')0 3&1;0 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 8 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.78 46.70 ng 869227 Chrysene-di12 18.27
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2770 (17.780 min): BF096058.D (-2765) (-) m/z 57.05 100.00%
57.0
85.1
5000

13.1 17.40 17.60 17.80 18.00
| 141 21692
ob——, A, lll i (o m/z 71.05 73.21%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0
17.40 17.60 17.80 18.00
m/z 43.10 63.00%
29.0 13.
R ‘h L ﬂ ‘141 0169 0197.0225.0253.0 295.0323.0  367.0
——— ; R e
m/z--> 50 150 200 250 300 350
Abundance
57.0
85.0 17.40 17.60 17.80 18.00
5000 ' m/z 85.10 52.89%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
T T e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- P
57.0 17.40 17.60 17.80 18.00
m/z 41.05 23.55%
5000 85.0
13,
o ‘ J ﬂ }41016901970 2390567 0296.0 3520
——— B e e
m/z--> 50 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Eicosane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.61 ng 48548 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 72
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
4 Docosane 310 C22H46 000629-97-0 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2814 (18.039 min): BF096058.D (-2810) (-) m/z 57.05 100.00%
51.0
5000
171.2
J l 11, 315.2 17.80 18.00 18.20 18.40
O A K R AR 12 ra e m/z 43.05 63.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #141429: Eicosane, 2-methyl-
57.0
5000
17.80 18.00 18.20 18.40
m/z 71.05 57.39%
| 253.0
OHAL“.””.”.“”.”.””.”.“”.”.””.“.””.”.”“.”.””.
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57.0
1780 18.00 18.20 18.40
5000 m/z 85.10 37.35%
5.0
0 197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #129498: Nonadecane, 2-methyl- R AREEREELERE S e
7.0 17.80 18.00 18.20 18.40
m/z 56.00 26.70%
5000
7.0 2390
O T P e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Pentacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.45 3.19 ng 59467 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Nonacosane 408 C29H60 000630-03-5 72
5 5-Butyl-5-ethylheptadecane 324 C23H48 1000360-43-0 72
Abundance Scan 2884 (18.450 min): BF096058.D (-2878) (-) m/z 57.05 100.00%
57.0
5000
141.1169.0197.0225.0 18.20 18.40 18.60 18.80
(o} ¥ m/z 43.10 74 .97%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0
18.20 18.40 18.60 18.80
1130 m/z 71.10 67 .52%
oL 20 L 4101690 211.0239.0267.0295.0323.0 352.0
m/z--> §o 160 1%0 260 2éo 360 3éo
Abundance
57.0
18.20 18.40 18.60 18.80
5000 85.0 m/z 85.05 53.79%
o 1130 154.0 183.0211.0239.0 281.0
N SR UL UL UL SRR WU B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 18.20 18.40 18.60 18.80
m/z 41.05 19.73%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
LI B B B R N SR N N A B N B R R B B B B RN BN BN B B AN B B DR B E B B B R R —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—
m/z--> §o 160 1%0 260 250 360 3éo 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tricosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.84 3.21 ng 59751 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 72
2 Dodecane 170 C12H26 000112-40-3 72
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64
Abundance Scan 2950 (18.839 min): BF096058.D (-2944) (-) m/z 57.10 100.00%
57.1
5000 85.0
1131 1609 o 240.2 313.0 342.0 18.60 18.80 19.00 19.20
o/ S— i P T m/z 71.05 74.47%
m/z--> 50 100 150 200 250 300
Abundance #164579: Tricosane
57.0
5000 85.0
18.60 18.80 19.00 19.20
113.0 m/z 43.10 68.97%
L 20| P014101600197.0225.0253.0 2810 3O
m/z--> 55 160 150 260 250 360 '
Abundance
57.0
18.60 18.80 19.00 19.20
5000 m/z 85.05 49 .20%
85.0
29.0
113.0 141.0 170.0
‘r—rr———r—r————r
m/z--> 55 160 1éo 200 250 360 '
Abundance #152416: Tridecane, 1-iodo-
57.0 18.60 18.80 19.00 19.20
m/z 55.00 21.66%
5000 85.0
28.0
183.0
ol . .‘- N - 1oL B e
m/z--> 50 100 150 200 250 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.99 34.87 ng 648989 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2976 (18.992 min): BF096058.D (-2968) (-) m/z 57.10 100.00%
57.1
5000
901 18.60 18.80 19.00 19.20 19.40
41.1 . : . : :
ol 1 .J-.l! Lt 1971 2381 28123151 Lo 71.05  74.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000
18.60 18.80 19.00 19.20 19.40
99.0 m/z 43.10 59.79%
27\ ) H\ “\ h‘ u‘ EA 1.0 1830 225.0 2820
m/z--> 50 100 150 260 250 300 350 '
Abundance
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
18.60 18.80 19.00 19.20 19.40
5000 m/z 85.10 54 _.62%
99.0
27.0 1M0mw2mo 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #141426: Heneicosane
57.0 18.60 18.80 19.00 19.20 19.40
m/z 55.10 21.75%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> m 1m 1% 2m 250 3& 3m ' mmmmmmmwmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.35 37.06 ng 527906 Perylene-d12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3037 (19.350 min): BF096058.D (-3032) (-) m/z 57.10 100.00%
57.1
5000 850
41 2 19.00 19.20 19.40 19.60
ol 'y 111 L (4}21692197222522531 2051 330.1 m/z 71.10 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000
19.00 19.20 19.40 19.60
29.0 m/z 43.05 57.93%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 19.40 19.60
5000 85.0 m/z 85.05 50.93%
. 29.0 113.0141.0169.0197.0225.0253.0 295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0 19.00 19.20 19.40 19.60
m/z 55.05 21.35%
85.0
5000
29.0
ol } Tl i 0141 0169. 0197.0225,0253,0 338.0
m/z--> 50 100 @ 200 250 300 350 19.00 19.20 1940 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexadecane, 5-butyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.38 15.90 ng 226488  Perylene-di2 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 93

2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 87
Abundance Scan 3212 (20.380 min): BF096058.D (-3208) (-) m/z 57.10 100.00%
57.1
85.1
5000
131 20.00 20.20 20.40 20.60
141.1
oL Ld [7 ;R80-2107.220512551 2951 381237121 nso 71,10 70.94%
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57.0
85.0
5000 AR DA AR
mmmmmmmm
29.0 m/z 43.10 55.74%
. J J‘j‘ ‘“hﬂ{?9}4391690197022502530281030903380
m/z--> 55 150 260 2%0 360 3éo
Abundance
57.0
20.00 20.20 20.40 20.60
5000 85.0 m/z 85.10 54 .59%
113.0 155.0183.0 750
O T T T T T T T T T T
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane | LS BN B LR I
57.0 20.00 20.20 20.40 20.60
m/z 99.10 17.70%
85.0
5000
29.0 13.
oL w Lt }4}01690197022502530 296.0
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&'30 20 00 20. 20 20 40 20 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096058.D

Aca On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.74 10.20 ng 145249 Perylene-d12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 2-methyltetracosane 352 C25H52 1000376-72-6 86
Abundance Scan 3273 (20.739 min): BF096058.D (-3270) (-) m/z 57.10 100.00%
57.1
5000 i M
NSNS UL SRR
1411 209.1 276.1 20.40 20.60 20.80 21.00
ol L1k, ”1 Lo a2, 2002200013052337.2 m/z 71.10  66.30%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 DA R RS
mmmmmmmm
m/z 43.10 51.19%
o 29,0 | H i ’11 141 0169 0197. 0226 0
m/z--> éo 100 150 260 2%0 360 3%0
Abundance
57.0
20.40 20.60 20.80 21.00
5000 85.0 m/z 85.10 50.93%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane L L L L N B |
57.0 20.40 20.60 20.80 21.00
m/z 99.10 19.57%
85.0
- /‘/L‘J\N‘_//\
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 20 40 20. 60 20 80 21. oo '

8270-BF060517.M Wed Jun 21 17:34:04 2017 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\
Data File : BF096058.D

Acq On : 20 Jun 2017 22:24

Operator : SJ/MA

Sample : 13793-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown4 .46 4.46 3.3 ng 62085 1 7.29 378985 20.0
unknown6 .95 6.95 78.7 ng 1491060 1 7.29 378985 20.0
Tetracosane 16.35 11.0 ng 210071 4 14.54 382966 20.0
Heneicosane 16.86 31.4 ng 584844 5 18.27 372258 20.0
Hexacosane 17.33 44 .4 ng 826283 5 18.27 372258 20.0
Heptacosane 17.78 46.7 ng 869227 5 18.27 372258 20.0
Eicosane, 2-methyl- 18.04 2.6 ng 48548 5 18.27 372258 20.0
Pentacosane 18.45 3.2 ng 59467 5 18.27 372258 20.0
Tricosane 18.84 3.2 ng 59751 5 18.27 372258 20.0
Eicosane 18.99 34.9 ng 648989 5 18.27 372258 20.0
Heptadecane 19.35 37.1 ng 527906 6 19.94 284897 20.0
Hexadecane, 5-butyl- 20.38 15.9 ng 226488 6 19.94 284897 20.0
Hexadecane 20.74 10.2 ng 145249 6 19.94 284897 20.0
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