LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample = H2055-09

Misc :

ALS Vial : 43 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-BF040216.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 4.967 250 252 260 rBV 51702 83655 2.87% 0.285%
2 5.367 285 287 290 rBY 2052104 2350151 80.74% 8.012%
3 6.419 376 379 381 rBVY 2318350 2799546 96.17% 9.545%
4 6.544 387 390 392 rBVY 2430467 2828065 97.15% 9.642%
5 6.773 408 410 416 rBV 703928 644781 22.15% 2.198%
6 6.921 421 423 426 rBV 1649277 2010668 69.07% 6.855%
7 7.344 458 460 462 rBV 1555940 1850916 63.58% 6.310%
8 8.053 520 522 532 rVB 880528 931232 31.99% 3.175%
9 8.773 584 585 588 rBV3 56531 52676 1.81% 0.180%
10 8.876 591 594 597 rBV 60814 97134 3.34% 0.331%
11 9.082 604 612 614 rBV5 15108 53428 1.84% 0.182%
12 9.139 614 617 619 rBY 1958119 2764181 94.96% 9.424%
13 9.310 630 632 636 rBV3 21156 51036 1.75% 0.174%
14 9.402 638 640 644 rVB2 29659 44248 1.52% 0.151%
15 9.470 644 646 647 rBV 49534 53533 1.84% 0.183%
16 9.527 650 651 654 rvv 444492 421845 14.49% 1.438%
17 9.619 655 659 661 rvB4 12986 32559 1.12% 0.111%
18 9.676 661 664 668 rBv4 22284 44803 1.54% 0.153%
19 9.745 668 670 672 rBV 72242 62239 2.14% 0.212%
20 9.813 673 676 678 rBV 717809 975175 33.50% 3.325%
21 9.973 688 690 693 rBV3 30628 61952 2.13% 0.211%
22 10.167 706 707 709 rBvV2 22791 30146 1.04% 0.103%
23 10.236 712 713 716 rVB 56139 77619 2.67% 0.265%
24 10.465 730 733 736 rVB 33353 59084 2.03% 0.201%

25 10.602 742 745 747 rBV 1910019 2082557 71.54% 7.100%

26 10.716 753 755 759 rvVB 125093 169391 5.82% 0.578%

27 10.910 769 772 774 rBV3 18848 42317 1.45% 0.144%
28 11.036 782 783 785 rBvV2 28797 34830 1.20% 0.119%
29 11.162 792 794 795 rBV 78929 67497 2.32% 0.230%
30 11.288 803 805 810 rBV 1011618 1132086 38.89% 3.860%
31 11.368 810 812 819 rVB5 24461 69850 2.40% 0.238%
32 11.825 850 852 858 rvv2 192276 218262 7.50% 0.744%
33 11.905 858 859 863 rvB2 32500 53238 1.83% 0.182%
34 12.373 899 900 904 rvB4 27093 44806 1.54% 0.153%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample = H2055-09

Misc :

ALS Vial : 43 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.511 909 912 917 rVB 88477 143423 4._.93% 0.489%

36 12.602 918 920 923 rBV2 60964 91791 3.15% 0.313%
37 12.693 927 928 930 rBV 109510 132600 4_56% 0.452%
38 12.728 930 931 934 rvVvB2 91884 125184 4_30% 0.427%
39 12.876 941 944 946 rBV 3105470 2910944 100.00% 9.924%

40 13.059 957 960 962 rvVB2 14460 33291 1.14% 0.113%
41 13.105 962 964 966 rBV 85987 84076 2.89% 0.287%
42 13.356 983 986 988 rVB 124603 116157 3.99% 0.396%
43 13.402 988 990 992 rVB 112227 96993 3.33% 0.331%
44 13.448 992 994 995 rBV 89440 85602 2.94% 0.292%

45 13.779 1020 1023 1032 rVB 217905 404553 13.90% 1.379%

46 13.928 1033 1036 1038 rBV 1007028 1087994 37.38% 3.709%
47 14.088 1048 1050 1052 rBV 70993 71563 2.46% 0.244%
48 14.385 1074 1076 1078 rBV 62968 116420 4._.00% 0.397%
49 14.419 1078 1079 1084 rVv2 83451 163896 5.63% 0.559%

50 14.499 1084 1086 1094 rVB2 21869 34607 1.19% 0.118%
51 14.682 1100 1102 1105 rBV 42317 48463 1.66% 0.165%
52 14.945 1123 1125 1128 rBV 37463 74969 2.58% 0.256%
53 14.991 1128 1129 1132 rVB 39230 46982 1.61% 0.160%
54 15.048 1132 1134 1140 rBV3 16192 38719 1.33% 0.132%
55 15.277 1152 1154 1156 rBV 26278 33100 1.14% 0.113%
56 15.334 1156 1159 1166 rVB 600692 842052 28.93% 2.871%
57 15.734 1192 1194 1200 rBV 25526 41276 1.42% 0.141%
58 16.191 1231 1234 1241 rVB2 18516 39345 1.35% 0.134%
59 16.728 1276 1281 1287 rBV2 22309 57481 1.97% 0.196%
60 17.357 1331 1336 1342 rVB4 14147 44060 1.51% 0.150%
61 18.100 1396 1401 1408 rBV2 11761 37800 1.30% 0.129%
62 18.980 1474 1478 1489 rVB4 7460 32654 1.12% 0.111%
Sum of corrected areas: 29331501
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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\BF040216\

BF086007 .D
2 Apr 2016 13:05
UM/SsJ
H2055-09
43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000
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TIC: BF086007.D

5.37

4.97

6.54

6.42

6.92

6.77

7.34

0
Time-->

T
2.50

3.00

3.50
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T
Time--> 8.00
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0
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TIC: BF086007.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 7

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

4.97 2.59 ng 83655 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 252 (4.967 min): BF086007.D (-250) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 ARREDE AR R RS
831 4.60 4.80 5.00 5.20 5.40
o T 1 Y| O N m/z 59.10 58.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS R R I
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 21.54%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 5.20 5.40
5000 m/z 58.10 18.95%
43.0 101.0
o250 0 sl mo 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 5-Hexen-2-one LI L L L L L B B
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.61%
5000
55.0
150 27.0
o Ll | 7o 880 w0
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.54 Concentration Rank 1

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

6.54 87.72 ng 2828070 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 390 (6.544 min): BF086007.D (-387) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 T T T T
401 54.1 ‘ 6.20 6.40 6.60 6.80
Ol it :|-.|.'.8,1-.1. TR m/z 134.10 33.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BESSBE AR SR A

6.20 6.40 6.60 6.80
m/z 68.10 32.71%

31.0 510
0 ‘ b1 H Moy . !
e T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
e
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.82%
41.0 97.0
117.0
54,0 81.0
o RN PR 1O R T |
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 14.28%
74.0
5000 98.0 116.0
SIS V| SO I A Y-S 1 O SO | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Naphthalene, 1-methyl- Concentration Rank 12

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

8.88 2.09 ng 97134 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 Bicvclol4.4.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 90

5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10

004453-90-1 86

Abundance Scan 594 (8.876 min): BF086007.D (-591) (-) m/z 142.10 100.00%
14p.1
5000
115.1
39.0 63.0 89.0 177.2191.1 8.60 8.80 9.00 9.20
i T m/z 141.10 90.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 LIS L L L L L L L LB
115.0 8.60 8.80 9.00 9.20
m/z 115.10 33.68%
390 630 89.0 !l
o} SRSt Y AN ¥ MY L | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
142.0
8.60 8.80 9.00 9.20
5000 m/z 139.10 11.89%
115.0
390 630 89.0
e B e BRI B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18493: Benzocycloheptatriene SN A S & V— A EN—\
141.0 8.60 8.80 9.00 9.20
m/z 143.10 10.93%
5000 115.0
39.0 63.0 89.0
o Y Y W S PN | NE——— SRS N BN ¥ SN
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.72 2.99 ng 169391 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 755 (10.716 min): BF086007.D (-753) (-) m/z 57.10 100.00%

51.1
5000 851

10.40 10.60 10.80 11.00

1 ]113 19411 1831

Oluuﬂ”,“”ﬂmq”kphq”upuq”“.”.””.”..”.””.”.”“P. m/z 71.10 73.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82607: Heptadecane
57.0
5000 LA L L L L L L L BB |
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 68.55%
o L b 11301410 169.0196.0  240.0
T R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R R RERE R RS
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 50.24%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane e B Al
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.62%
5000 85.0
29.0
okl L] 18014101600 2120

T S T T T T T i T P T A T e B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.86 ng 218262 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 852 (11.825 min): BF086007.D (-850) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
97.1 N S S
1571 19212132 256.3 1160 11.80 12.00 12.20
o} m/z 60.00 78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R UL SN SN B
nmnmnmnm
1200 2560 m/z 43.10 77 .40%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11feo 11fso 12foo 12fzo
5000 m/z 57.10 67.18%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 62.48%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||||||1|6|6||0|||||‘||||||||||||||| —r —r S S
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.44 ng 132600 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 87
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 n-Butvl laurate 256 C16H3202 000106-18-3 81
4 N-Nitroso-2-isopropvl-4.4-dimeth... 172 C8H16N202 039884-58-7 50
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
Abundance Scan 928 (12.693 min): BF086007.D (-927) (-) m/z 56.10 100.00%
56.1
5000
|| “‘830 B e 2132 2573 12.40 12.60 12.80 13.00
Obprrrr - m/z 57.10 56.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 R BRI UL SULRILN B
29.0 nmnmnmmm
630 129 m/z 43.10 42 .45%
0 “ 1, . h “‘ \‘H\ (I 157.0 1850 2130 ] 25‘7 02810 312.0
m/z--> 20 45 60 éo 160 150 150 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
12.40 12,60 12,80 13.00
5000 m/z 41.10 40.62%
280 257.0
129.0 .
0 83.0 106.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92222: n-Butyl laurate Al EEAE S R
56.0 12.40 12.60 12.80 13.00
m/z 55.10 33.65%
5000 201.0
29.0
83.0 129.0 1579
0|-‘ln‘|‘n-‘ “ \” ‘H m..“.‘l‘....lun‘..‘...‘...“....22.?.0. |2|5”69”||””|””| N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 7-Nonenamide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.14 ng 116157 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 80
2 Octanamide 143 C8H17NO 000629-01-6 53
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 42
Abundance Scan 986 (13.356 min): BF086007.D (-983) (-) m/z 59.10 100.00%
59.1
5000
39 154.1 13.00 13.20 13.40 13.60
0 s 2 B2 sz 72.10 0 71.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26840: 7-Nonenamide
59.0
5000 VAR AR SRR &
13.00 13.20 13.40 13.60
39 155.0 m/z 55.10 39.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
13.00 13.20 1340 13.60
5000 m/z 41.10 27 .73%
29.0 86.0 1140 1430
Obrr ety e e e e e e e
m/z--> ﬁo 45 éo 85 160 150 110 160 180 200 220 250 2éo
Abundance #55487: Dodecanamide R
59.0 13.00 13.20 13.40 13.60
m/z 43.10 21.32%
5000
28.0
mz> 20 - P !e'o' i 'sb' A '1'216' 'iec')' T 0 3% a0 2 13.00 13.20 1340 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 7.44 ng 404553 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 l-Hentetracontanol 593 C41H840 040710-42-7 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 83
Abundance Scan 1023 (13.779 min): BF086007.D (-1020) (-) m/z 57.10 100.00%
51.1
5000
11.1
13.40 13.60 13.80 14.00
o,....,....,.l.ll.a.,l-‘?-.g'.z:,.2?9-.%.2?.1:2]....,....,....,....,....,....,. m/z 43.10 78.66%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 SR DUARURA SR SN UL B
1340 13.60 13.80 14.00
11.0 m/z 55.10 69.59%
oLk 196.0 258.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 66 .69%
111.0
o 167.0 223 0 278 o 343.0 404.0 460.0 516.0 572.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester T T T
57.0 13.40 13.60 13.80 14.00
m/z 71.10 63.90%
5000
11.0
o l | 168.0 23805830
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octadecane, l1-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .39 2.14 ng 116420 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 64
2 Tritetracontane 605 C43H88 007098-21-7 58
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 58
4 Octadecane. l1l-bromo- 332 C18H37Br 000112-89-0 58
5 Nonadecane 268 C19H40 000629-92-5 49
Abundance Scan 1076 (14.385 min): BF086007.D (-1074) (-) m/z 57.10 100.00%
57.1
5000

14.00 14.20 14.40 14.60 14.80
m/z 43.10 72.40%

ol—X
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #110991: Octadecane, 1-chloro-
N \/W,J

5000 LA L L LB L L LB
14. 00 14. 20 14. 40 14. 60 14. 80
5o m/z 71.10 60.24%
0 L4 \H\\\\\\:‘ITG:‘LO 217.0 288.0
”.w.”., H e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B B e
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.05 43 .31%
o 1110 160.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
T T T e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #76353: Ethanol, 2-(dodecyloxy)- R AR AR R
57.0 14.00 14.20 14.40 14.60 14.80
m/z 69.05 39.94%
5000
11.0
‘ ﬂ 199.0
ol e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086007.D

Aca On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.42 3.01 ng 163896 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 1-Heptadecanol 256 C17H360 001454-85-9 83
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 72
4 3-Chloropropionic acid. heptadec... 346 C20H39CIl02 1000283-05-1 68
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 68

Abundance Scan 1079 (14.419 min): BF086007.D (-1078) (-) m/z 83.10 100.00%
83.1
57.1
5000
14.00 14.20 14.40 14.60 14.80
Obrerpree i m/z 97.10 93.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LA UL BUARU B B
29.0 14.00 14.20 14.40 14.60 14.80
. 0
195.0 m/z 57.10 72.12%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 g3
14.00 14.20 14.40 14.60 14.80
5000 m/z 69.10 70.07%
111.0
29.0
0 139.0 1680  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106399: 9-Eicosene, (E)- Al EEmaEmaEEs S
57.0 83.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 69.65%
5000
111.0
o 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.'00 14.'20 14.'40 14.|60 14.I80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086007.D

Acq On : 2 Apr 2016 13:05

Operator : UM/SJ

Sample : H2055-09

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4_97 2.6 ng 83655 1 6.77 644781 20.0
unknown6 .54 6.54 87.7 ng 2828070 1 6.77 644781 20.0
Naphthalene, 1-me... 8.88 2.1 ng 97134 2 8.05 931232 20.0
Heptadecane 10.72 3.0 ng 169391 4 11.29 1132090 20.0
n-Hexadecanoic acid 11.82 3.9 ng 218262 4 11.29 1132090 20.0
Hexadecanoic acid... 12.69 2.4 ng 132600 5 13.93 1087990 20.0
7-Nonenamide 13.36 2.1 ng 116157 5 13.93 1087990 20.0
Ethanol, 2-(tetra... 13.78 7.4 ng 404553 5 13.93 1087990 20.0
Octadecane, 1-chl... 14.39 2.1 ng 116420 5 13.93 1087990 20.0
1-Docosene 14.42 3.0 ng 163896 5 13.93 1087990 20.0
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