LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41 Instrument :
Operator - UM/SJ BNA_F

Sample - H5393-02 ClientSampleld :
Misc - BOTTOM-WEST-UL
ALS Vial : 11 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-BF102116.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 5.023 233 235 250 rBV 811306 1450290 19.80% 2.417%
2 5.446 269 272 274 rBV 5077220 5838654 79.72% 9.731%
3 6.474 359 362 365 rBY 4285084 5634967 76.94% 9.391%
4 6.600 371 373 376 rBVY 4588393 6298137 85.99% 10.496%
5 6.829 391 393 404 rBV 924119 1242233 16.96% 2.070%
6 6.989 404 407 410 rBV 4839453 4791908 65.43% 7.986%
7 7.400 440 443 450 rBVY 3173010 3823585 52.21% 6.372%
8 7.503 450 452 459 rvVB 101189 200497 2.74% 0.334%
9 8.120 503 506 508 rBY 1761083 1662588 22.70% 2.771%
10 9.195 597 600 603 rBVY 4872438 7324151 100.00% 12.206%

11 9.595 632 635 637 rBvY 1351782 1268438 17.32% 2.114%
12 9.869 657 659 662 rBVY 1532061 1607481 21.95% 2.679%
13 10.315 694 698 699 rBvV3 65030 115838 1.58% 0.193%
14 10.532 714 717 720 rBV 48133 76740 1.05% 0.128%
15 10.669 726 729 731 rBV2 3092276 3980149 54.34% 6.633%

16 10.784 737 739 744 rVB 160740 214527 2.93% 0.358%
17 11.229 776 778 779 rBV 127659 109699 1.50% 0.183%
18 11.355 787 789 792 rBV 1503230 1463787 19.99% 2.440%
19 11.652 813 815 818 rVB 90322 104967 1.43% 0.175%
20 12.064 849 851 853 rVvB 251474 203867 2.78% 0.340%

21 12.452 883 885 887 rBvV 407727 355447 4._.85% 0.592%
22 12.612 897 899 901 rVvB 92780 77836 1.06% 0.130%
23 12.829 916 918 920 rBV 403979 457242 6.24% 0.762%
24 12.944 926 928 931 rBV 4359918 5797264 79.15% 9.662%
25 13.184 946 949 951 rBV 642230 612096 8.36% 1.020%

26 13.401 965 968 969 rBV 57864 102959 1.41% 0.172%
27 13.527 976 979 981 rBV 520001 577232 7.88% 0.962%
28 13.847 1005 1007 1010 rBV 436343 581467 7.94% 0.969%
29 13.995 1017 1020 1024 rBV 1116724 1240759 16.94% 2.068%
30 14.167 1033 1035 1037 rBV 447170 400620 5.47% 0.668%

31 14.475 1059 1062 1064 rBV 352276 369102 5.04% 0.615%
32 14.772 1085 1088 1091 rBV 262528 271076 3.70% 0.452%
33 14.841 1092 1094 1097 rVB 202560 211934 2.89% 0.353%
34 15.092 1114 1116 1119 rBV 178863 238359 3.25% 0.397%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 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-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.424 1142 1145 1147 rBV 797483 988821 13.50% 1.648%
36 15.870 1182 1184 1187 rBV 65670 108984 1.49% 0.182%

37 16.098 1201 1204 1208 rVB5 31507 77293 1.06% 0.129%
38 16.350 1223 1226 1233 rVB2 50706 121529 1.66% 0.203%

Sum of corrected areas: 60002523
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102416\

BF090797.D

24 Oct 2016 19:41

UM/SsJ

H5393-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

BOTTOM-WEST-UL

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF090797.D
5|45

5.02

6.60

6.47

7.40

6.83

7.50

0
Time-->

T
4.00

I T
4.50 5.00 5.50

I
7.50 8.00

Abundance
5000000

4000000

3000000

2000000

12

1000000

TIC: BF090797.D

10.67

9.87 11.35

10.311053(10,78 112

12.94

1318 1353

13.4

0
Time-->

11.00 11.50

10.50

10.00 12.00

I
12.50 13.00 13.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF090797.D

14.00

15.8716.10 16.35

0
Time-->

™1
14.00

17.50

17.00

16.00

16.50

15.00 15.50

14.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 23.35 ng 1450290 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 235 (5.023 min): BF090797.D (-233) (-) m/z 43.10 100.00%
43
59
5000
s 40 40 500 520 540
83 : : : : :
o..,....,.?ﬁ‘.n,'::..??.:.';...‘?,9....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR R R
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 19.92%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 17.34%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester BERREEEE NS e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 1

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

6.60 101.40 ng 6298140 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 373 (6.600 min): BF090797.D (-371) (-) m/z 132.00 100.00%
132
5000 68 j\_
40 54 % J 620 640 6.60 6.80 7.00
0 g8 lewr W iz 68.10  43.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LA UL L
620 640 6.60 6.80 7.00
31 51 m/z 134.00 34.22%
0

Abundance

m/z--> 20 40 60 80 100 120 140 160 180
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.05 27.35%
104
66
ol 14 27 39 1 T 89 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.50%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 17

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

7.50 2.41 ng 200497 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
3 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 42
4 Methvl 4-0O-acetvl-2.3-di-O-methy... 248 C11H2006 072945-56-3 38
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 452 (7.503 min): BF090797.D (-450) (-) m/z 73.05 100.00%
73
5000
41
101
Jﬂ I‘ | 132 7.20 7.40 7.60 7.80
o m/z 88.05 75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 TTTTTTT T T T T T T T T
41 7.20 7.40 7.60 7.80
‘ 101 m/z 57.10 32.95%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
720 7.40 7.60 7.80
5000 71 m/z 41.10 31.33%

109 135155173 214 242 272 294313 355

oy o B8 o0 e e S
m/z--> 50 100 150 200 250 300 350
Abundance #7802: 1-Methy!l-1-silacyclopntan-1-ol T T

60 88 7.20 7.40 7.60 7.80

m/z 87.10 21.78%
5000
116
y |

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.93 ng 214527 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 739 (10.784 min): BF090797.D (-737) (-) m/z 57.10 100.00%

57

71

5000

99 10.40 10.60 10.80 11.00

113127141155169183

0 m/z 71.10 78 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane
57
43
71
5000 85 TTTT TTTT TTT T[T T TT [T
10 40 10 60 10. 80 11.00
- 0 m/z 43.10 55.63%
0 | “ | | T 118127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R REEEEE R
71 10.40 10.60 10.80 11.00
5000 o m/z 85.10 50.25%
29 9

9
113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane A B s LS
57 10.40 10.60 10.80 11.00
43 m/z 41.10 23.60%
71
5000
85
29 9%

el 3127140185 169183107211225 230253 282 e

m/z--> 2|0 4IO 6|0 8IO 1(I)O 120 140 160 180 200 220 240 260 ZEIRO 10 40 10 60 10. 80 11. OO I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dodecane, l1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.06 2.79 ng 203867 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Undecane, 3-ethyl- 184 C13H28 017312-58-2 78

Abundance Scan 851 (12.064 min): BF090797.D (-849) (-) m/z 57.10 100.00%

57
71
5000

e
%9 113127 149 169183197 11.80 12.00 12.20 12.40

0 m/z 71.10 76.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo-
57
71
5000 43 85 L e B
11. 80 12. OO 12 20 12. 40
- 9 m/z 43.10 54 _.23%
T R T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R AEEEEREE ST S
11.80 12.00 12.20 12.40
5000 4! m/z 85.10 52.18%
85
29

o 99113127141155169183197 226

mw’wwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R R
43 57 11.80 12.00 12.20 12.40
m/z 41.10 21.17%

i

5000
85

i

29
L I %91}3127141155169 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12 20 12. 40

o

8270-BF102116.M Tue Oct 25 16:25:29 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.45 4.86 ng 355447 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 885 (12.452 min): BF090797.D (-883) (-) m/z 57.10 100.00%

57
85
5000
4

113 20 12.40 12.60 12.
| 141 169 197 225 12.20 12.40 12.60 12.80

e ST 169 197 228 e M7z 71.10  78.39%

0 . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LA L L LB L B
85 12. 20 12. 40 12 60 12. 80
29 m/z 85.10 54 _.06%
T T T T e T [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R B A EBAERREE
12.20 12.40 12.60 12.80
5000 a5 m/z 43.10 53.50%
29

113 141 169 197 225 253 281 309 338

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91041: Heptadecane, 8-methyl- T T T
57 12.20 12.40 12.60 12.80
m/z 41.10 21.85%
85
5000
126
0 3 I\ Il ” J]']rp 1‘ M 183 211 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.83 7.37 ng 457242 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
Abundance Scan 918 (12.829 min): BF090797.D (-916) (-) m/z 57.10 100.00%
g7
85
5000
L 122 161 100 107 0 0 2l60 1260 1300 1320
ol b i P97 225 258 m/z 71.10 82.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
12.60 12.80 13.00 13.20
m/z 85.10 63.90%
29 113
0 \‘ A ‘\ H\ ‘hw h‘ u‘ w\lﬁlwle‘g 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
12.60 12.80 13.00 13.20
5000 85 m/z 43.10 47.90%
29
o 13 1m 169 197 225 254
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #158131: Nonacosane R R RREREe e
57 12.60 12.80 13.00 13.20
m/z 55.10 19.79%
5000 85 ‘vAL*N-AN'ft’$¢_AN\AWWM
29 113 141
o ‘{ gl Ty 189 197 225 253 281 309 337 365 408
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 350 4(')0 12.|60 12.I80 13.'00 13.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane, l1l-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 9.37 ng 581467 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 90
2 Tetratriacontane 479 C34H70 014167-59-0 86
3 10-MethvIlnonadecane 282 C20H42 056862-62-5 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 80
Abundance Scan 1007 (13.847 min): BF090797.D (-1005) (-) m/z 57.10 100.00%
57
5000 85
111 1360 13.80 14.00 14.20
141
o — H, L. 188205250 281 m/z 71.10 73.58%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57
5000 RS UM SO UL B
85 13.60 13.80 14.00 14.20
- m/z 43.10 55.85%
oL T k M3 141 183 11 239 273301 343371 414
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
57
1360 13.80 14.00 14.20
5000 85 m/z 85.10 50.25%
29 113
o 141 169 197 225 253 281 311337 367 410435
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #107656: 10-Methylnonadecane R B B R R
57 13.60 13.80 14.00 14.20
m/z 55.10 25.84%
85
5000
154
29
113
0 ""I"J'qy'H'l""I""I?qa'l' L UL UL RS SUNLR SO UL B
m/z-> 0 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.17 6.46 ng 400620 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 86
Abundance Scan 1035 (14.167 min): BF090797.D (-1033) (-) m/z 57.10 100.00%
57
85
5000
4 113 13.80 14.00 14.20 14.40
141 : : - -
o,....,|'...I,..||..,‘.-...'-',..':l.,.'...,1...'.,??.9.,..?.9,7....2.2.5..,.???...?8.1...,.... m/z 71.10 79.39%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 AU JUAEL B B B
13.80 14.00 14.20 14.40
m/z 85.10 57 .57%
0 h Bl 1%3 L 141 169184 2h0225240255 309
m/z--> ﬁo Jo 60 80 100 150 140 1éo 180 200 220 240 260 280 300
Abundance
43
LN AR SR B I
71 13.80 14.00 14.20 14.40
5000 m/z 43.10 51.64%
99 196
o 127 185170 | 211 p39254 280205
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- e B R
57 13.80 14.00 14.20 14.40
m/z 55.10 19.57%
5000 4 85
o ‘ s 391?41?9 197 224239 266281296
mz-> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 280 300 1380 14.00 14.20 1440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.84 4.29 ng 211934 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 2.6.10-Dodecatriene. 3(E).7(E).1... 236 C16H280 1000159-57-9 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 1094 (14.841 min): BF090797.D (-1092) (-) m/z 69.10 100.00%
69 H
5000
it 14,60 14.80 15,00 1520
o] oy 11 ey JeL 192 218230289 | m/z 81.10 52.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4L LU BRI I LI B
14,60 14.80 15.00 15.20
9 m/z 41.10 18.42%
> 137
o L I H 17 M‘16l 191 217 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 14,60 14.80 15,00 15.20
5000 m/z 95.10 12.32%
L5 e 17 A/\-’\'\/\J\\/vv*%w
O o s P B e e e S LA A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R B A B
69 14.60 14.80 15.00 15.20
m/z 68.10 10.93%
5000{ 41
Y
ol ILI A \ My | ge1 W20 27273 s Ve
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.82 ng 238359 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1116 (15.092 min): BF090797.D (-1114) (-) m/z 57.10 100.00%
57
13 1480 15.00 15.20 15.40
141
0 ...,...?,...I ,..I..,!-..!'I..4.,.'...,....1,‘?.5..1,5.‘?.. 21 239289 288 | W7z 71.10  70.92%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #136481: Tetracosane
57
5000 85 LRI UL B UL B
14.80 15.00 15. 20 15. 40
29 m/z 43.10 52.73%
113
o ‘ |y T 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 1480 15.00 15.20 15.40
5000 m/z 85.10 49 _.52%
29 113

141 169 197 225 o253 296

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl- e B o S
57 14.80 15.00 15.20 15.40
m/z 55.10 21.07%
5000 85
2 113 210
ol L | | 777 141 169 1937 239 266 309
T T T A e e A B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\

Data File : BF090797.D

Aca On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.35 2.46 ng 121529 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 1226 (16.350 min): BF090797.D (-1223) (-) m/z 57.10 100.00%
g7
85
5000
UNNMUNSSA BSURER SUNERE
| ] “ ﬂ 139 169 507 253 16.00 16.20 16.40 16.60
Ouuul"u""J""|||||||||'|'|'|||||||||||||| m/z 71_10 87_74%
m/z--> 50 150 200 250 300 350
Abundance #147090: Hexacosane
57
5000 85 UL UL DGR SULREE B
mmmmmmmm
13 m/z 85.10 56.49%
0 29 LM 169 197 225 253 295 366
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.10 53.32%
113
L2 141 169109211 239 267 205 323 352 /\\J~J\fV\N/\_VF\,VV\A~J
m/z--> 55 160 150 200 250 360 3éo
Abundance #155178: Octacosane R R RREEEEa
57 16.00 16.20 16.40 16.60
m/z 99.10 20.54%
h I A\'\JM\
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1600 1620 1640 1660 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102416\

Data File : BF090797.D

Acg On : 24 Oct 2016 19:41

Operator : UM/SJ

a?ggle i H5393-02 BOTTOM-WEST-UL
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 23.4 ng 1450290 1 6.83 1242230 20.0
unknown6 .60 6.60 101.4 ng 6298140 1 6.83 1242230 20.0
Hexanoic acid, 2-... 7.50 2.4 ng 200497 2 8.12 1662590 20.0
Hexadecane 10.78 2.9 ng 214527 4 11.36 1463790 20.0
Dodecane, 1l-iodo- 12.06 2.8 ng 203867 4 11.36 1463790 20.0
Eicosane 12.45 4.9 ng 355447 4 11.36 1463790 20.0
Heneicosane 12.83 7.4 ng 457242 5 14.00 1240760 20.0
Heptacosane, 1-ch... 13.85 9.4 ng 581467 5 14.00 1240760 20.0
Pentadecane, 8-he... 14.17 6.5 ng 400620 5 14.00 1240760 20.0
Squalene 14.84 4.3 ng 211934 6 15.42 988821 20.0
Tetracosane 15.09 4.8 ng 238359 6 15.42 988821 20.0
Hexacosane 16.35 2.5 ng 121529 6 15.42 988821 20.0
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