LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 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-BF121315.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 2.224 9 12 18 rVB 40311 69532 1.88% 0.212%
2 5.116 262 265 270 rVB 743075 1047260 28.27% 3.197%
3 5.527 298 301 304 rBVY 2660510 3249983 87.73% 9.921%
4 5.927 334 336 338 rVB 51232 43984 1.19% 0.134%
5 6.545 387 390 393 rBVY 2406744 3324288 89.74% 10.148%
6 6.693 400 403 405 rBVY 2786591 3704536 100.00% 11.308%
7 6.922 420 423 425 rBV 701672 726698 19.62% 2.218%
8 7.082 434 437 439 rVB 2469719 2928403 79.05% 8.939%
9 7.482 468 472 474 rBV 2189258 2427843 65.54% 7.411%
10 8.202 533 535 537 rBY 1114635 961906 25.97% 2.936%

11 9.276 626 629 632 rBV 3419242 3583892 96.74% 10.940%
12 9.665 661 663 666 rBv 508464 462368 12.48% 1.411%

13 9.893 681 683 686 rBvV 74070 52249 1.41% 0.159%
14 9.951 686 688 691 rBvV 950762 961275 25.95% 2.934%
15 10.396 723 727 728 rBV 75260 91577 2.47% 0.280%
16 10.613 742 746 747 rBV 28887 44908 1.21% 0.137%

17 10.739 754 757 759 rBvV 2010712 1978194 53.40% 6.039%
18 10.865 765 768 772 rVB 85983 104232 2.81% 0.318%
19 11.311 803 807 809 rBvV 64821 75282 2.03% 0.230%
20 11.436 816 818 820 rBV 767193 814268 21.98% 2.486%

21 11.494 820 823 825 rvB2 24136 41873 1.13% 0.128%
22 12.134 876 879 883 rBv2 28240 58352 1.58% 0.178%
23 12.637 921 923 926 rVB 42269 38645 1.04% 0.118%

24 12.842 939 941 945 rBv2 376780 380161 10.26% 1.160%
25 12.922 945 948 950 rvB2 93327 106390 2.87% 0.325%

26 13.014 954 956 959 rBvV 2372712 2605704 70.34% 7.954%
27 13.551 1000 1003 1005 rBV 280727 275194 7.43% 0.840%
28 13.597 1005 1007 1010 rVv2 53122 78423 2.12% 0.239%
29 13.917 1032 1035 1039 rBV 164008 275510 7.44% 0.841%
30 14.054 1045 1047 1050 rBV2 603396 924527 24 .96% 2.822%

31 14.237 1061 1063 1065 rBV 84139 111583 3.01% 0.341%

32 14.545 1088 1090 1091 rBV 94226 97398 2.63% 0.297%
33 14.694 1101 1103 1108 rVB 280145 292584 7.90% 0.893%
34 14.842 1115 1116 1118 rBV 56045 73876 1.99% 0.226%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 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-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.505 1171 1174 1176 rBV 449345 554651 14.97% 1.693%

36 16.214 1234 1236 1242 rVB3 91319 191361 5.17% 0.584%

Sum of corrected areas: 32758910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083756.D

3000000 6.69
5.53

2500000 6.54 7.08
7.48

2000000
1500000
1000000

5.12 6.92
500000

oh222 5.93

A L
LI B B N S R R S N S B B S EN S R N S NN B B S S N S R By B B R Ry S B B A B B EN B B S B BN B B B EN B S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF083756.D

3000000

2500000 13.01

10.74
2000000

1500000

1000000 9.95
11.44

500000 9.66 12.84 13.55

°. 10.4010,61{1986 11334 49 12,13 1264 (% .60

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF083756.D

3000000
2500000
2000000
1500000
1000000 15.51

14.05
14.69
16.21
500000 13.92| 14.04 14.55 14.84

rT

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

5.12 28.82 ng 1047260 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (5.116 min): BF083756.D (-262) (-) m/z 43.05 100.00%
43
59
5000
101 S S N
480 5.00 5.20 5.40
83
..,....,.?ﬁ‘.','::.?ﬂ.~:.|,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 64.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I L I
59 480 500 520 540
m/z 101.10 23.94%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.42%
68
50 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59 480 5.00 5.20 5.40
m/z 41.10 9.54%
5000
41
29 101
"|"'H““"Jlm”'?P“ﬁli""l??" = ""IL"'I""I"”I""I""I RRARA RS LRSS RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.69 Concentration Rank 1

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

6.69 101.96 ng 3704540 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 403 (6.693 min): BF083756.D (-400) (-) m/z 132.10 100.00%
132
5000
68
% 640 660 680 7.00
40 54 75 104 . . .
SN, i ol A AR M S [ N m/z 68.10 35.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMREE U L A
6.40 6.60 6.80 7.00
78 m/z 134.00 34 .37%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 680 7.00
5000 67 m/z 66.10 22.18%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R Ammamns s S
132 6.40 6.60 6.80 7.00
m/z 96.10 15.60%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.56 ng 104232 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 768 (10.865 min): BF083756.D (-765) (-) m/z 57.10 100.00%
57
5000 8
4
113 10.60 10.80 11.00 11.20
...,....',\... 0 a8 2 w7z 71.10 73.5%%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane
57
5000 85 LN BRI BRI UL
10.60 10.80 11.00 11.20
29 m/z 43.10 61.89%
\‘ LLgy M8 141 g69 198
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
1060 10.80 11.00 11.20
5000 a5 m/z 85.10 51.48%
29
113 141 169 196 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane R B e R S
57 10.60 10.80 11.00 11.20
m/z 41.10 31.12%
5000
85
29
| L | U3 141 169 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.84 8.22 ng 380161 Chrysene-di12 14.07
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 90
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
4 Cvclohexanamine 99 C6H13N 000108-91-8 30
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30

Abundance Scan 941 (12.842 min): BF083756.D (-939) (-) m/z 56.10 100.00%
56
5000 M
\ 97 129 239 257
171 213 12.60 12.80 13.00 13.20
S !'.':"..; e 302 m/z 57.10 57.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 L B BRI I B
41 1260 12.80 13.00 13,20
1 53 257 m/z 43.10 41 .07%
2 | h H\ P 1o7 les 213 I | 283 312
miz--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
" 1260 1280 13.00 13.20
5000 41 m/z 41.10 39.40%
73
26 9711 157 185 213 239257 L, 3pp

mewmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53651: 2-Methyl-n-1-tridecene AR ST T e
12.60 12.80 13.00 13.20
m/z 55.10 33.49%

5000

111 140 168 196
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1260 1280 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.55  5.95 ng 275194  Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecanoic acid. butvl ester 340 C22HA402 000123-95-5 96

2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 72
3 n-Butvl mvristate 284 C18H3602 000110-36-1 50
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 30
5 2-Methylhexadec-1-ene 238 C17H34 061868-19-7 27
Abundance Scan 1003 (13.551 min): BF083756.D (-1000) (-) m/z 56.05 100.00%
56
5000 2
185 241 13.20 13.40 13.60 13.80
; |
Ml 197, | 23, | A (3830 n/z 57.10  62.45%
miz--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 BB UVESUNERRE
1320 13.40 13.60 13.80
29| [ 13 120 - m/z 43.10 38.89%
97 267
— ‘: \I‘ T ‘M \N‘ I\M\I\hl\ I\ \hl — :|I-5'7 ' ]:8\§ |2|13| szl . ‘: I\‘I |3:|I-1| |34i.0|
miz--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 1360 13.80
5000 m/z 41.10 34.90%
29 267285
83
' g 185 3 241 310 340
miz--> " 's0 100 150 200 250 300
Abundance #108844: n-Butyl myristate T
56 1320 13.40 13.60 13.80
m/z 73.05 34 .58%
5000 229 J
129 284
101 S
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘|‘|||“|‘| 25|5||‘||||||| AT P T
miz--> 50 100 150 200 250 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.96 ng 275510 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Cvcloeicosane 280 C20H40 000296-56-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 1035 (13.917 min): BF083756.D (-1032) (-) m/z 57.10 100.00%

57

83

5000 4

13.60 13.80 14.00 14.20
m/z 43.10  77.42%

166182 210 241 261280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63051: Cyclopentadecane
55

13.I60 13.I80 14.I00 14!20
m/z 83.10 75.79%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 ll|llll|llll|llll|llll|
13.60 13.80 14.00 14.20
5000 m/z 97.10 69.36%
29 111

139 168 196 204 252 280

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

Abundance #121981: 1-Docosene B BEmmEmEs B
13.60 13.80 14.00 14.20

m/z 55.10 66.18%

5000

I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl14.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.69 6.33 ng 292584 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-Hvdroxvmethvlpvrrolidin-1-v... 143 C7H13NO2 1000192-83-2 35
2 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 27
3 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 16
4 Cvclohexanamine. N-methvl- 113 C7H15N 000100-60-7 12
5 Aspidofractinine-3-methanol, (2.... 310 C20H26N20 002656-44-2 12
Abundance Scan 1103 (14.694 min): BF083756.D (-1101) (-) m/z 70.10 100.00%
70
149
5000 112
167 261
41| I 14.40 14.60 14.80 15.00
132 279 302 . . .
A .,..9.?,1... 2L L o216 242 | TIC GU%321 346 | /0049700 60.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #19462: 1-(2-Hydroxymethylpyrrolidin-1-yl)ethanone
70
5000 L B S SR SULRA
112 14.40 14.60 14.80 15.00
43 m/z 112.10 41 .81%
26 | ) 87 , 143
miz—-> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 3(')0 320 34'10
Abundance
70
14.40 14.60 14.80 15.00
5000 m/z 57.10 35.64%
a1 167
150
91 108195 J\JJ\J\J
Tmmmmwﬁwﬁwﬁvﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #87960: Bromoacetic acid, 2-ethylhexyl ester Al B R
70 14.40 14.60 14.80 15.00
m/z 83.10 30.87%
5000
112
! ‘H ‘ L 193 | fo9 152 193
m/z--> 2'0 4'0 6|0 8|O 1(')0 120 140 160 180 200 220 240 260 280 300 320 34'10 14'40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 9 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.66 ng 73876 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1116 (14.842 min): BF083756.D (-1115) (-) m/z 57.10 100.00%
57
5000 85
UL SUMILE S B SUM
113 14.60 14.80 15.00 15.20
44 141 169 247 267 310328346
A L M 10918720025 247 267 280 310396346, | R G 2y
m/z--> 50 100 150 200 250 300 350
Abundance #123095: Docosane
57
5000 85 LR UL B B B
14.60 14. 80 15. oo 15. 20
m/z 85.10 48 .85%
200 ) | 1 41169 197 225 253 21 310
m/z--> éo 160 150 200 250 300 3éo
Abundance
57
"' 14.60 14.80 15.00 15.20
5000 85 m/z 43.10 48.08%
13 141 183 211 239 267 296
m/z--> éo 160 150 200 250 300 3éo
Abundance #64571: Pentadecane e RARREEE RS
57 14.60 14.80 15.00 15.20
m/z 41.10 23.53%
5000 85
29
Ll (113 141 169 212

m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083756.D

Aca On : 14 Dec 2015 4:10

Operator : UM/I1Z

Sample : 64731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 10 15-Isobutyl-(13.alpha.H)-is... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 6.90 ng 191361 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-1sobutvl-(1l3.alpha.H)-isocopa... 332 C24H44 087953-47-7 52
2 lIsoquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 38
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 37
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 37
5 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 32
Abundance Scan 1236 (16.214 min): BF083756.D (-1234) (-) m/z 191.15 100.00%
191
81
5000 109
55 137 163 T
217 245 83 319339 362383 15.80 16.00 16.20 16.40 16.60
m/z 81.10 58.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133959: 15-Isobutyl-(13.alpha.H)-isocopalane
191
5000 69 o5 U SRR IR B
123 15.80 16.00 16.20 16.40 16.60
‘ ‘ 332 m/z 95.10 53.69%
“‘ d MMHHH\M\N M 272 L ?%9-?47-??§-3P?L-J‘-| R
m/z--> 100 150 200 250 300 350 400
Abundance
191
15.80 16.00 16.20 16.40 16.60
5000 m/z 177.20 46.87%
120
162 Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro- R e
191 15.80 16.00 16.20 16.40 16.60
95 m/z 109.10 45_01%
5000{ 43

67 J

135
J {hn 115 | 163] w 210 236 264 303323 3?0
s e s

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083756.D

Acq On : 14 Dec 2015 4:10

Operator : UM/1Z

Sample : G4731-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.12 28.8 ng 1047260 1 6.92 726698 20.0
unknown6 .69 6.69 102.0 ng 3704540 1 6.92 726698 20.0
Tetradecane 10.86 2.6 ng 104232 4 11.44 814268 20.0
Hexadecanoic acid... 12.84 8.2 ng 380161 5 14.07 924527 20.0
Octadecanoic acid... 13.55 6.0 ng 275194 5 14.07 924527 20.0
Cyclopentadecane 13.92 6.0 ng 275510 5 14.07 924527 20.0
unknownl14 .69 14.69 6.3 ng 292584 5 14.07 924527 20.0
Docosane 14.84 2.7 ng 73876 6 15.51 554651 20.0
15-1sobutyl-(13.a... 16.21 6.9 ng 191361 6 15.51 554651 20.0
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