LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator =: SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 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-BF030316.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 5.179 251 253 260 rVB 759866 1217502 25.52% 2.982%
2 5.579 285 288 291 rBVY 3310206 4770927 100.00% 11.686%
3 6.596 374 377 380 rBVY 3029607 3948599 82.76% 9.672%
4 6.744 387 390 392 rBVY 3799392 4626333 96.97% 11.332%
5 6.973 408 410 412 rBV 899093 886071 18.57% 2.170%
6 7.133 421 424 426 rVB 2935280 3519990 73.78% 8.622%
7 7.533 456 459 461 rBVY 2555801 2651559 55.58% 6.495%
8 7.613 463 466 469 rvVB 89824 106619 2.23% 0.261%
9 8.253 520 522 524 rBVY 1343209 1114825 23.37% 2.731%
10 9.328 613 616 619 rBY 3345304 3796292 79.57% 9.299%

11 9.716 648 650 652 rBvY 563644 631114 13.23% 1.546%
12 9.933 667 669 672 rVB 88294 100848 2.11% 0.247%
13 10.013 673 676 678 rVB 1115145 1053690 22.09% 2.581%
14 10.436 712 713 715 rVB 176651 139594 2.93% 0.342%
15 10.653 730 732 736 rBV 48475 88985 1.87% 0.218%

16 10.802 742 745 747 rBV 2227692 2412510 50.57% 5.909%
17 10.916 753 755 759 rBV 100186 182528 3.83% 0.447%

18 11.362 791 794 795 rBV 71838 86618 1.82% 0.212%
19 11.499 803 806 807 rBV 754302 929397 19.48% 2.277%
20 11.522 807 808 809 rvv 81220 61876 1.30% 0.152%
21 11.568 809 812 814 rVB 44045 53656 1.12% 0.131%
22 12.014 849 851 858 rvB3 332817 364996 7.65% 0.894%
23 12.105 858 859 863 rvB 47196 72324 1.52% 0.177%
24 12.288 871 875 879 rBV5 25873 51402 1.08% 0.126%

25 12.699 910 911 914 rBV 197626 286558 6.01% 0.702%

26 12.802 918 920 924 rvV 195223 233873 4_.90% 0.573%
27 12.928 927 931 934 rBvV2 156297 280719 5.88% 0.688%
28 13.077 942 944 947 rVB 2478805 2586280 54.21% 6.335%
29 13.648 991 994 999 rBv4 21865 63250 1.33% 0.155%
30 13.877 1011 1014 1016 rBv4 30519 68511 1.44% 0.168%

31 13.968 1020 1022 1025 rVB 165205 186823 3.92% 0.458%
32 14.128 1032 1036 1041 rBV3 870158 1532405 32.12% 3.754%
33 14.597 1075 1077 1079 rBV3 73738 91677 1.92% 0.225%
34 14.757 1089 1091 1093 rVB 107933 110559 2.32% 0.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator =: SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 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-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.882 1100 1102 1106 rVB3 79669 130863 2.74% 0.321%

36 15.168 1124 1127 1131 rBV 113843 215846 4._.52% 0.529%
37 15.248 1131 1134 1136 rBV 156913 244866 5.13% 0.600%
38 15.477 1151 1154 1157 rVB 61676 111011 2.33% 0.272%
39 15.534 1157 1159 1162 rVV 81927 104358 2.19% 0.256%
40 15.603 1162 1165 1171 rVB 473625 771870 16.18% 1.891%

41 16.071 1203 1206 1208 rBVY 99619 176579 3.70% 0.433%
42 16.574 1247 1250 1254 rBV 70071 142470 2.99% 0.349%

43 17.066 1290 1293 1298 rVB2 42088 97341 2.04% 0.238%
44 17.180 1300 1303 1306 rVB 49516 106670 2.24% 0.261%
45 17.671 1343 1346 1351 rVB6 36020 95534 2.00% 0.234%

46 17.888 1361 1365 1371 rVB 52381 163135 3.42% 0.400%
47 18.723 1434 1438 1449 rVB4 39096 155660 3.26% 0.381%

Sum of corrected areas: 40825113
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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: BF085241.D

3500000 5.58
3000000
2500000
2000000
1500000
1000000

5.18
500000
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..
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF085241.D

3500000 9.33
3000000

2500000
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2000000

15000001 g5
10.01
1000000
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500000
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Abundance TIC: BF085241.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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.

5.18 27.48 ng 1217500 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 253 (5.179 min): BF085241.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101 AR LS RS R
s1] e 83 | 111 480 5.00 5.20 5.40 5.60
Obrrr el e e m/z 59.10 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LS RS SR
59 480 5.00 5.20 5.40 5.60
m/z 101.10 21.80%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 16.26%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L B LR ]
43 480 5.00 5.20 5.40 5.60
m/z 41.10 9.25%
5000
101
15
27 & ‘
0'“v“'VHM'HWJ'WH“l“”v'“wgﬁw“'b“w'“WH'W““l““l AR RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 unknown6.74 Concentration Rank 1

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

6.74 104.42 ng 4626330 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.744 min): BF085241.D (-387) (-) m/z 132.10 100.00%
132
5000 68
6 TTTTTTTTTT rTTTTTTTT
40 54 75 104 6.40 6.60 6.80 7.00
Obrr ey AT Bl R 87 Ll us Ml Tm/z 68.10  35.69%
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 IS SR S A
6.40 6.60 6.80 7.00
2 78 m/z 134.10 34.21%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.38%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R AR
132 6.40 6.60 6.80 7.00
m/z 96.10 15.52%
5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o

8270-BF030316.M Mon Mar 07 18:50:03 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 18

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

7.61 2.41 ng 106619 1,4-Dichlorobenzene-d4 6.97
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 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 1.4-Dioxane 88 C4H802 000123-91-1 43
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 466 (7.613 min): BF085241.D (-463) (-) m/z 73.10 100.00%
73
5000 ” .A
41
101 R IS L L
| I 7.20 7.40 7.60 7.80 8.00
o e L m/z 88.10 81.99%
m/z--> 50 100 150 200 250 300 350
Abundance #20008: Hexanoic acid, 2-ethyl-
73
41
il
5000 R I UL L R
101 7.20 7.40 7.60 7.80 8.00
m/z 41.10 35.09%
o |.....EL2.7].-45....|.... T
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
720 7.40 7.60 7.80 8.00
5000 71 m/z 57.10 33.66%
o 26 109 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88 7.20 7.40 7.60 7.80 8.00

m/z 55.10 24 .48%

5000

<Tl_m {*..,’... B — N e

T
m/z--> 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Tetradecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.44 2.65 ng 139594 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 713 (10.436 min): BF085241.D (-712) (-) m/z 57.10 100.00%
57
43
5000
99 '~ 10.20 10.40 10.60 10.80
113 127
o 141 156 169 m/z 43.10 67.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 R SR B LN SRR
10,20 1040 10.60 10.80
29 o m/z 71.10 58 .34%
AL ol AT ELTE. S
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
57
43 RN SR DU SURE
71 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 41.33%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane e BB REE
43 97 10.20 10.40 10.60 10.80
m/z 41.10 30.49%
5000 n
85
29
o | L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Tridecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.92  3.93ng 182528  Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane 184 C13H28 000629-50-5 93

2 Heptadecane 240 C17H36 000629-78-7 91
3 Dodecane. l-iodo- 296 C12H251 004292-19-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 755 (10.916 min): BF085241.D (-753) (-) m/z 57.10 100.00%
g7
71
43
5000
99 T T T T
113127 141 156 169 183 10.60 10.80 11.00 11.20
S 12 m/z 71.10 74.83%

m/z--> 20 40 60

80

100 120 140 160 180 200 220 240

Abundance

#45542: Tridecane

43 57
71
5000 LA L L L L L L B L L
29 85 1060 10.80 11.00 11.20
m/z 43.10 60.33%
o L ||| % 113127141 155 169 194
el e e Y e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 A e
- 10.60 10.80 11.00 11.20
5000 o m/z 85.10 51.01%
29 %
o 113127 141 155 169 182 196 210 240
SEY S O | SN RO S Sl - S Ll
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance

#114972: Dodecane, 1-iodo-

57 10.60 10.80 11.00 11.20
71 m/z 41.10 28.27%
5000 43 85
29 99
STV Y S N Y .S a2 et
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.85 ng 364996 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 25
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 11
Abundance Scan 851 (12.014 min): BF085241.D (-849) (-) m/z 73.05 100.00%
43 60 B [k
5000
129
97 213 LRI U SN BRI B
U5 1 143157171185, 50413 0 g 11.60 11.80 12.00 12.20 12.40
O m/z 43.10 82.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 AR
129 nmnmnmnmnm
s 213 m/z 60.10 81.27%
185
0 - Il‘ll I‘i‘\‘l ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3| ” . ” . |‘| Illggll . 2|2|7|2|49| . I‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 57.10 66.65%
87 242
143 199
115 185
101 157171 213
O o R B B A R a e e T
m/z--> 25 45 éo 86 160 150 150 160 180 200 220 250 2éo
Abundance #75070: Tetradecanoic acid A L
3 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.10 64.91%
5000 29 129
185
! L u\H o G RN G USRSl S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.80 5.03 ng 233873 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 920 (12.802 min): BF085241.D (-918) (-) m/z 73.05 100.00%
5000 4
12.40 12.60 12.80 13.00 13.20
0 m/z 43.10 81.90%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LA L I L L B L L L B
nmnmnmmmnm
‘ 97 185 a1 m/z 60.10 76.47%
0 |15| I "“I H‘“ u‘h\ M\ m ‘. 157\ “. \|2}3| L .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 12.40 12,60 12,80 13.00 13.20
5000 284 m/z 57.10 75.49%
129
97
157 1% 213 21 265 311 372
N e e e
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #83686: Pentadecanoic acid AR EREEE B C
43 73 12.40 12.60 12.80 13.00 13.20
m/z 55.10 66.49%
5000 129
199 242
157
0! ‘HIHMH .‘ p'8¢)‘ .“ T R e
m/z--> 50 100 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Dichloroacetic acid, heptad... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.44 ng 186823 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1022 (13.968 min): BF085241.D (-1020) (-) m/z 57.10 100.00%

57 83

5000

-

13.60 13.80 14.00 14.20
m/z 83.10 89.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146886: Dichloroacetic acid, heptadecy! ester

=

5000

13.60 13.80 14.00 14.20
m/z 55.10 82.28%

139 158 191210 238 265 205

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R A e e o
13.60 13.80 14.00 14.20
5000 41 111 m/z 43.10 79.33%

. 139 167 196 220 266 294 325340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester T
7 13.60 13.80 14.00 14.20

m/z 97.10 77 .90%

-

83
5000

I

139 169100 210 238 565083

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.39 ng 130863 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 96
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 43
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 42

Abundance Scan 1102 (14.882 min): BF085241.D (-1100) (-) m/z 59.10 100.00%

9

5000

[

JAVN
LI L B B

14.60 14.80 15.00 15.20

149445184 209 238

273 294 318 341

0 m/z 72.10 73.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 ||||||||||||||||||I:\|||
14.60 14.80 15.00 15.20
41 m/z 55.10 47 .59%
0 18 A H il \‘\ \H uly \\4 ;36154 184 220238 26428\
uq“upuq.”P”.uu.u.””.”.uu.u.u”.”.”u.u.uupuq”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
R R IEEEE e s
a 14.60 14.80 15.00 15.20
5000 m/z 69.10 30.96%
137
83 110
154 193 221240 277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26840: 7-Nonenamide e e ERRES BE s
59 14.60 14.80 15.00 15.20
m/z 41.10 28.33%
- M
e s 1
oL A e S R S S MRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.25 6.34 ng 244866 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 1134 (15.248 min): BF085241.D (-1131) (-) m/z 57.10 100.00%
57
85
5000
13 268 " 15.00 15,20 15.40 15.60
169 : : : :
Ol .l, Jll, Lafaotee 298 TF 338 m/z 71.10 80.70%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57
5000 85 L S B BN B
15.00 15.20 15. 40 15. 60
29 m/z 85.10 61.95%
113
0 \‘ A ‘ H\ 1§ u‘ l 141 169 197 225 268
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance
57
" 15.00 15,20 15.40 15.60
5000 85 m/z 43.10 54 _47%
29 113
o 141 169 197 225 253 281 311337 367 410435 4Af/qMAJNMN_lex~“,ANﬁ/\VV
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #115570: Heneicosane R AR RRRES T
57 15.00 15.20 15.40 15.60
m/z 55.10 21.72%
85
>0 W
29 113
o | | | 1777241 160 197 225 253 296
miz--> 0 éo 160 1éo 260 250 360 3%0 460 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.48 2.88 ng 111011 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1154 (15.477 min): BF085241.D (-1151) (-) m/z 252.10 100.00%
252
5000
43 60 83100, | 146 168 198 224 272 314 342 1520 15.40 15.60 15.80
o m/z 250.10 30.93%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89816: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.10 24 _.04%
ol 50 74 99 | 146 174 200 224 ‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
15,20 15.40 15.60 15.80
5000 m/z 125.10 14 .85%
126
0L39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89826: Benz[e]acephenanthrylene e Al Eama s R S
252 15.20 15.40 15.60 15.80
m/z 126.00 12.67%
5000
126
ol39 63 83100, | 150 174 200 224
m/z--> %&)mmmmmmmmmmnmm%mmmmhﬁo' 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 13 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 4_.58 ng 176579 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 1206 (16.071 min): BF085241.D (-1203) (-) m/z 57.10 100.00%
g7
85
5000
UL SRR BN BN B
141 15.80 16.00 16.20 16.40
oL@ i lh l| L iy, 168188 210 234254 269 816 352 | 777 71.10  77.01%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 L SR SR UL B
15.80 16.00 16.20 16.40
29 m/z 85.10 59.67%
oL, leu\ h. W leullj%‘“lfllulggl }97 — szol S —
m/z--> 50 100 150 200 250 300 350
Abundance
57
a5 15,80 16.00 16.20 16.40
5000 m/z 43.10 52.09%
225
113
0= '2?' N U '1?1 '199' P L S '3?% \/\N\n.Jufv-\,}kAvxﬁva»\ﬂhm/
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane B A RRREE R
57 15.80 16.00 16.20 16.40
m/z 55.10 25.03%
85
5000 ‘/\"’\/\f\f’\/\/\/w
29 113
oL Ll [ 160 16 25 gsa 206
m/z--> 50 100 1%0 200 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.18 2.76 ng 106670 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Pentacosane 352 C25H52 000629-99-2 72
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 1303 (17.180 min): BF085241.D (-1300) (-) m/z 57.10 100.00%
57
85
5000
| 06 127146 168 194 216 245 565284 16.80 17.00 17.20 17.40
Oyl m/z 71.10 81.40%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57
5000 AR SRS DU B
85 mmﬂmﬂmﬂm
29 m/z 85.10 62.81%
ol w‘ R 141 169 197 225 253 282
m/z--> §o 160 150 200 250 300 350
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 43.10 53.28%
113
o2 141 1160 199 211 239 267 205 323 352 u,&/\ANMNM/\\,N\Mv_rw_f
m/z--> §o 160 150 200 2éo 300 3éo
Abundance #45561: Dodecane, 3-methyl- R REmEE e
57 16.80 17.00 17.20 17.40
m/z 55.10 24 .35%
5000
85
29 ‘ 155
ol s e
m/z--> 50 1m 150 200 250 300 350 mmﬂmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085241.D

Aca On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.72 4.03 ng 155660 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Tetratriacontane 479 C34H70 014167-59-0 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1438 (18.723 min): BF085241.D (-1434) (-) m/z 57.10 100.00%
g7
B W’\/\\A’W
5000
ik 140 15/00 1580 1900
O l LAl gy ?w....“...“...,”..,”..,” m/z 71.10 79.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-

%

5000 85 L e
18.40 18.60 18.80 19.00

m/z 85.10 53.94%

113
ol 1L 7141169197 23267204 32335
T T T T e e e e e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
B L
18.40 18.60 18.80 19.00
5000 85 m/z 43.10 53.28%
29 113
o 141169197225 253281 311337 367 410435 ”4-fvw~uyﬂj/\\,AVvAA~va
[T T T T e T T e e T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane e S m e
18.40 18.60 18.80 19.00
m/z 55.10 28.26%
5000

| 113141169197225 253281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\
Data File : BF085241.D

Acq On : 5 Mar 2016 9:06

Operator : SJ/1Z

Sample : H1683-10

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.18 27.5 ng 1217500 1 6.97 886071 20.0
unknown6.74 6.74 104.4 ng 4626330 1 6.97 886071 20.0
Hexanoic acid, 2-... 7.61 2.4 ng 106619 1 6.97 886071 20.0
Tetradecane 10.44 2.6 ng 139594 3 10.01 1053690 20.0
Tridecane 10.92 3.9 ng 182528 4 11.50 929397 20.0
n-Hexadecanoic acid 12.01 7.8 ng 364996 4 11.50 929397 20.0
Octadecanoic acid 12.80 5.0 ng 233873 4 11.50 929397 20.0
Dichloroacetic ac... 13.97 2.4 ng 186823 5 14.13 1532410 20.0
9-Octadecenamide, ... 14.88 3.4 ng 130863 6 15.60 771870 20.0
Nonadecane 15.25 6.3 ng 244866 6 15.60 771870 20.0
Benzo[e]pyrene 15.48 2.9 ng 111011 6 15.60 771870 20.0
Heptadecane 16.07 4.6 ng 176579 6 15.60 771870 20.0
Eicosane 17.18 2.8 ng 106670 6 15.60 771870 20.0
Heptadecane, 9-oc... 18.72 4.0 ng 155660 6 15.60 771870 20.0
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