LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 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-BF122116.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 3.990 181 184 189 rBvV 254085 423713 7 .00% 0.755%
2 4.527 229 231 239 rVB 106277 148428 2.45% 0.264%
3 4.733 246 249 258 rBVY 1834041 3116413 51.49% 5.551%
4 5.201 287 290 292 rBVY 4918736 6053002 100.00% 10.782%
5 6.264 380 383 386 rBY 4132566 5031154 83.12% 8.962%
6 6.367 390 392 395 rVB 4347940 4838187 79.93% 8.618%
7 6.596 409 412 414 rBV 969716 930354 15.37% 1.657%
8 6.756 423 426 428 rBV 3222467 4113795 67.96% 7.328%
9 7.167 459 462 464 rBVY 3043434 3176984 52.49% 5.659%
10 7.876 522 524 527 rBVY 1062207 1239608 20.48% 2.208%

11 8.962 616 619 622 rBV 5162720 5218785 86.22% 9.296%
12 9.362 652 654 656 rBvY 434225 379589 6.27% 0.676%
13 9.625 675 677 680 rBV 1392827 1386718 22.91% 2.470%
14 10.082 713 717 718 rBV 70316 93429 1.54% 0.166%
15 10.299 733 736 739 rBvV2 40767 64838 1.07% 0.115%

16 10.425 744 747 749 rBV 2679097 3560924 58.83% 6.343%
17 10.551 755 758 762 rBV 143180 178474 2.95% 0.318%
18 10.996 795 797 798 rBV 104655 103010 1.70% 0.183%
19 11.111 804 807 809 rBvV 983553 1355973 22.40% 2.415%
20 11.659 853 855 859 rBv2 639336 615890 10.17% 1.097%

21 12.311 910 912 914 rBV 82839 75855 1.25% 0.135%
22 12.356 914 916 922 rVvv2 49571 122632 2.03% 0.218%
23 12.436 922 923 929 rVvv2 239664 341833 5.65% 0.609%
24 12.539 929 932 934 rVB2 86311 125569 2.07% 0.224%
25 12.699 943 946 948 rVB 4355432 5444748 89.95% 9.699%

26 13.602 1022 1025 1034 rBV 289770 464733 7.68% 0.828%
27 13.728 1034 1036 1039 rBV 1112467 1240945 20.50% 2.211%
28 13.922 1051 1053 1058 rBV 158525 170419 2.82% 0.304%
29 14.231 1077 1080 1087 rVB 214775 359046 5.93% 0.640%
30 14.517 1103 1105 1108 rBV 224636 236838 3.91% 0.422%

31 14.642 1114 1116 1119 rVB 81035 81469 1.35% 0.145%
32 14.814 1128 1131 1132 rBV 298875 359837 5.94% 0.641%
33 14.837 1132 1133 1138 rVB3 60606 95435 1.58% 0.170%

34 15.088 1153 1155 1157 rBV 701737 816206 13.48% 1.454%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.134 1157 1159 1162 rVB 280472 335103 5.54% 0.597%

36 15.500 1188 1191 1194 rBV 322647 466951 7.71% 0.832%
37 15.923 1224 1228 1234 rBV 215438 414417 6.85% 0.738%
38 16.163 1245 1249 1252 rBV2 36893 79690 1.32% 0.142%
39 16.345 1261 1265 1267 rBV3 47460 115003 1.90% 0.205%
40 16.403 1267 1270 1272 rVV 202760 431579 7.13% 0.769%

41 16.448 1272 1274 1279 rVVv2 190927 449488 7.43% 0.801%
42 16.551 1279 1283 1284 rVV 123649 260033 4_30% 0.463%
43 16.585 1284 1286 1292 rVB 178331 357206 5.90% 0.636%
44 16.814 1302 1306 1311 rVB2 99328 252851 4.18% 0.450%
45 16.974 1317 1320 1326 rVB 123631 304105 5.02% 0.542%

46 17.660 1375 1380 1386 rBVY 103243 314725 5.20% 0.561%
47 18.460 1445 1450 1459 rBV 59167 236108 3.90% 0.421%
48 19.431 1530 1535 1542 rVB2 39950 156137 2.58% 0.278%

Sum of corrected areas: 56138229
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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:\HPCHEMI\BNA F\DATA\BF011217\

BF092211.D

12 Jan 2017 16:42

UM/SsJ

11029-07

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092211.D
5000000 5.20
6.37
6.26
4000000
6.76 717
3000000
2000000 4.73
1000000 6.60
3.99
4.53
S | St A\ USUD | NS —— N S| | G| R
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092211.D
5000000 8|96
12.70
4000000
3000000 10.42
2000000
9.62
7.88
1000000 L1l
0.36 11.66
i 13.6(
o 10.0810.3p|1055 110 1223%{%-54/
T T A s = TP Ty Pl T 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: BF092211.D
5000000
4000000
3000000
2000000
B.73
1000000 15.09
14.81 13 1550
c\ 1392 1423 1438 g8 1572 1616 548916 816 97 17.66 18.46 19.43
== P o= e e e e e e B B e e s T S EESREEERE
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\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Pentene, 3,3-dimethyl- Concentration Rank 8

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

3.99 9.11 ng 423713 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 80
2 4-Methvl-2-hexene.c&t 98 C7H14 003404-55-5 72
3 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 72
4 2-Hexene. 4-methvl-. (E)- 98 C7H14 003683-22-5 72
5 (2)-4-Methyl-2-hexene 98 C7H14 003683-19-0 59

Abundance Scan 184 (3.990 min): BF092211.D (-181) (-) m/z 69.10 100.00%
410 69.1
5000 A
I R
98.1 3.60 3.80 4.00 4.20 4.40
o 147.1 207t 2811 /7 41.05 96.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3307: 1-Pentene, 3,3-dimethyl-
41.0 69.0
5000 NSNS AR R R
3.60 3.80 4.00 4.20 4.40
m/z 55.10 52.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 69.0
360 3.80 4.00 4.20 4.40
5000 m/z 43.00 52.16%
98.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3299: 1-Pentene, 2,3—dimethy|— L L B B L L B R BB
410 69.0 3.60 3.80 4.00 4.20 4.40
m/z 83.00 24 . 27%
5000 /\
0! R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.60 3.80 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 66.99 ng 3116410 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 249 (4.733 min): BF092211.D (-246) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 P
440 4.60 4.80 5.00
83.0
0...,....,....,....,':...,..!!,...7.,1.9..,....,...:,|....,....,....,....,...., m/z 59.10 59.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL UL U
59.0 440 460 480 500
0
150 4, 1010 m/z 101.00 21.18%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 460 480 500
5000 m/z 58.00 14.78%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester S B ,
59.0 440 460 4.80 5.00
m/z 41.05 9.54%
5000 41.0
o U |70 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3 unknown6.37 Concentration Rank 1

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

6.37 104.01 ng 4838190 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 392 (6.367 min): BF092211.D (-390) (-) m/z 132.00 100.00%
13R.0
5000 68.1
20 0 s o 6B 650 ko 6k 6k
o} o L m/z 68.10 48.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL LN L
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.31%
0"'l”LN\“H'lﬁ'ﬂl“"lA"l”" [rrrrrrrrprrr e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 29.90%
5.0 700 g5
S S S I S WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole R o e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 19.28%
5000
104.0
0 27.0 WO%O 88.0 | |
m/z--> 20 40 60 8IO 100 120 140 160 180 200 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.66 9.08 ng 615890 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 855 (11.659 min): BF092211.D (-853) (-) m/z 72.95 100.00%
43.0 73.0
5000
129.1
971 rrrryrrirryrr oy r Ty TTT
157.1 1852 2132 256.2 1140 11,60 11.80 12.00
O m/z 43.05 93.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0
129.0 11.40 11.60 11.80 12.00
97.0 o , m/z 60.00 84.35%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
430 140 11160 1180 1200
5000 129.0 m/z 57.10 72 .60%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 66.72%
5000 129.0
185.0 228.0
e |
Ol | |‘|‘||‘|‘H‘ \MIII‘HI\II\I\‘I |“|‘|||‘||||‘1|6|‘6|P| ||||‘|||| |||||||||||| =TT
miz--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Pentadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12 .44 5.51 ng 341833 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 22
3 Undecane 156 Cl11H24 001120-21-4 11
4 17-Pentatriacontene 491 C35H70 006971-40-0 11
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 923 (12.436 min): BF092211.D (-922) (-) m/z 43.05 100.00%
43.0 730
5000
129.1
T w1 2o "0 1345 1780 1280
3 S 1571 2843 "m/z 73.00 85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
12.20 12.40 12.60 12.80
m/z 60.00 76.96%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
29.0
57.0 RN SN UL BURLRA SURE
12.20 12.40 12.60 12.80
5000 m/z 57.10 73.60%
o 86.0 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27120: Undecane Rk B S e
57.0 12.20 12.40 12.60 12.80
m/z 41.10 64.73%
5000
85.0
29.0
‘ ‘ ‘ 113.0 156.0
0'”Iﬂ”l“'I”MWL'W”JW”'W'“"“W'”"“"”"“'P”'P" HERUN SN BN SRR SURE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.60 7.49 ng 464733 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 83
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 76
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 70
5 1-Nonadecanol 284 C19H400 001454-84-8 70
Abundance Scan 1025 (13.602 min): BF092211.D (-1022) (-) m/z 57.10 100.00%
57.1

5000

B

13.20 13.40 13.60 13.80 14.00
m/z 43.05 75.94%

o 139.1 168.2  208.1230.0 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

83.0

:

13.|20 13.I4O 13.|60 13.I80 14.|00
111.0 m/z 71.10 58.26%

5000

29.0
0 139.0 168.0 196.0 227.0 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_"
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 55.41%
111.0
. 29.0 139.0 1630  210.0 238.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #146886: Dichloroacetic acid, heptadecy! ester T T T
13.20 13.40 13.60 13.80 14.00

m/z 83.05 53.62%

5000 111.0

29.0

:

139.0

168.0  210.0 238.0 2660 295.0
A =
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.23 5.79 ng 359046 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 1080 (14.231 min): BF092211.D (-1077) (-) m/z 57.05 100.00%
57.0
5000
50 ' 14:00 14.20 14.40 14.60
141.1 . . . :
O — “|, g 81 202 m/z 71.10 72.95%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57.0
5000 AR AR B
14.00 14.20 14.40 14.60
m/z 43.10 59.73%
01150 | ‘ Wh M d 1410 183.0 225.0 267.0 3090 3800
m/z-> 0 5 100 150 260 250 300 350 400
Abundance
57.0
' 14:00 14.20 14.40 14.60
5000 m/z 85.05 56.69%
99.0
0250 141.0 183.0 2250 2670 3110 367.0 4100
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane R e e AR
57.0 14.00 14.20 14.40 14.60
m/z 55.05 28.39%
5000
99.0
ol15.0, . J g J | 141.0 183.0 225.0 296.0
m/z-> 0 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.81 8.82 ng 359837 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1131 (14.814 min): BF092211.D (-1128) (-) m/z 57.10 100.00%
57.1
5000
141.2 . . . : .
0 ...J,]..J.d Lafpaqest 2l m/z 71.10 75.92%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 DA AR AR P
14.40 14.60 14.80 15.00 15.20
99.0 m/z 43.10 60.04%
miz--> 0 50 100 1éo 260 250 360 3%0 460
Abundance
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 56.58%
99.0
o 141.0 183.0 225.0 281.0 337.0 394.0
miz--> 0 éo 160 1éo 260 250 300 350 460
Abundance #167078: Tetratriacontane B B e e e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.05 20.92%
5000
.0
osa h dyhly 1410 1830 2250 2670 3110 367.0 4100
miz--> 0 éo 160 1éo 260 250 360 3%0 460 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.40 10.58 ng 431579 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1270 (16.403 min): BF092211.D (-1267) (-) m/z 57.10 100.00%
57.1
o ML
%t 16.00 16,20 16.40 16.60 16.80
141.1 . : . : :
ol l| Lifyn 832 2252 2811 "m/z 71.10 71.50%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 SRR DA RN
mmmmmmmmmm
99.0 m/z 43.10 56.15%
0 27,0| LMMWJMWJmozﬁo 281.0  337.0  394.0
m/z--> 50 160 1%0 200 250 360 350 '
Abundance
57.0
16.00 16,20 16.40 16.60 16.80
5000 m/z 85.10 53.12%
99.0
27.0 Mm]&OZ%O%M%M
m/z--> 55 160 150 200 250 360 350 '
Abundance #107662: Nonadecane, 2-methyl- R e A AREAE
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.10 19.68%
5000
99.0
iz O 'so' e iéo' T A we e | | 1550 12 100 060 1800

8270-BF122116.M Fri Jan 13 14:00:47 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 14 unknownl6.45 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.45 11.01 ng 449488 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 45
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 45
3 (-)-Carvophvllene-(11) 204 C15H24 1000156-13-1 43
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 43
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 41
Abundance Scan 1274 (16.448 min): BF092211.D (-1272) (-) m/z 204.20 100.00%
204.2

5000
| 550 425.4 16.20 16.40 16.60 16.80
0 " m/z 135.10 76.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58867: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
105.0 204.0

161.0
5000 67. R R mm e
16.20 16.40 16.60 16.80
‘ m/z 121.05 59.41%
0 uhﬁ ————————
50 100 1

L L
L | T T
50 200 250 300 350 400

m/z-->
Abundance
204.0
16.20 16.40 16.60 16.80
5000 m/z 95.10 57.79%
95.0 161.0
41.0
129.0
o -l ot 8 0 4 L
m/z--> 50 100 150 200 250 300 350 400
Abundance #58688: (-)-Caryophyllene-(11) R e REEma mE
93 1338.0 16.20 16.40 16.60 16.80
: 189.0 m/z 133.05 53.13%
5000{ 41.0
0 .w.hh. ———————— .
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Anthracene, 9-(2-propenyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.55 6.37 ng 260033 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 81
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 59
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 58
4 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 52
5 2(3H)-Naphthalenone, 4,4a,5,6,7,... 218 C15H220 019598-45-9 45
Abundance Scan 1283 (16.551 min): BF092211.D (-1279) (-) m/z 218.20 100.00%
218.2
5000 /k
189.1
95.0 : ”.......”. ”...
591 119.1 1471 257,279 1 16,20 16.40 16.60 16.80
o} : m/z 203.20 73.81%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68277: Anthracene, 9-(2-propenyl)-
218.0
5000 i ----u-
16,20 16.40 16.60 16.80
189.0 m/z 189.10 29.22%
270 630 1010 a0, 1650
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
16.20 16. 4'o' 16,60 16.80
m/z 95.00 22 .12Y%
5000 190.0 (
69.0
ol 300 91.0 115.0 147.04679
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67928: 8-Amino-6,7-dimethoxy-4-methylquinoline T
218.0 16,20 16.40 16.60 16.80
m/z 219.20 21.39%
5000
160.0
Lomeme e e |y )
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Germanicol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.59 8.75 ng 357206 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 58
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 49
3 Thiophene. 2-ethvnvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 43
4 2-Acetvl-3.7-dimethvlbenzo(b)thi... 204 C12H120S 006179-06-2 30
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 30
Abundance Scan 1286 (16.585 min): BF092211.D (-1284) (-) m/z 189.20 100.00%
189.2
5000 109.1 /]\
69. — 231.2 et .7‘\.. AW VAW
: 2820 4255 16.20 16.40 16.60 16.80 17.00
0 TV R e M m/z 177.15  74.85Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161258: Germanicol
204.0
131.0
5000 A AR SRR BN
95.0 16. 20 16. 40 16. 60 16. 80 17. oo
m/z 204.15 69.85%
5.0 393.0
0 e | ‘ | 2570 207.0 3990 77 4260
m/z--> 50 100 15 260 2%0 360 3éo 400 '
Abundance
189.0
93.0 LRI BRI SN BRI B
41.0 16.20 16.40 16.60 16.80 17.00
5000 133.0 m/z 109.10 41.28%
S L L L LA UL DL L B ML/M
m/z--> 50 100 150 200 250 300 350 400
Abundance #58302: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]- R e e S
189.0 16.20 16.40 16.60 16.80 17.00
m/z 95.10 40.83%
” j\M
43.0 9§0 135.0
0|||‘ ||M||‘|‘||L| \i'||| ——T ——T —— ——T ——T ||||||||||||||||||
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3&'30 4(')0 ' 16. 20 16. 40 16. 60 16. 80 17. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17 5H-3,5a-Epoxynaphth[2,1-c]Jo... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.81 6.20 ng 252851 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-3.5a-Epoxvnaphthl2.1-cloxepin... 278 C18H3002 001153-34-0 58
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 47
3 5(1HY-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 46
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 43
5 _beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 35
Abundance Scan 1306 (16.814 min): BF092211.D (-1302) (-) m/z 218.20 100.00%
218.2
sooo| 931 980 .
75. /\
25?-2 3033 4144 | 16.40 16.60 16.80 17.00 17.20
0 S T S S m/z 95.00 50.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105251: 5H-3,5a-Epoxynaphth[2,1-c]oxepin, dodecahydro-3,8...
218.0
43.0 137.0 175.0
5000 UL SRR SRR BRI B
81.0 16,40 16.60 16.80 17.00 17.20
m/z 55.10 49.27%
' H ‘ 2630
ol N1 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
410 910 1330 16.40 16.60 16.80 17.00 17.20
5000 175.0 m/z 43.10 48.66%
0"'I""I""""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... A o e e
218.0 16.40 16.60 16.80 17.00 17.20
m/z 107.00 48.46%
176.0
00 410 g1 1330
OH‘L\\.\H“ ‘lL““i'|............|....|.. R e B
m/z--> 50 100 150 200 250 300 350 400 16,40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092211.D

Aca On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 19 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.66 7.71 ng 314725 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1380 (17.660 min): BF092211.D (-1375) (-) m/z 57.10 100.00%
51.1
114121692 207.0 . 17.40 17.60 17.80 18.00
- .‘,I. : $51 "msz 71.10  73.26%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 SR U B SN R
85.0 17.40 17.60 17. 80 18. 00
29.0 m/z 43.10 57.18%
o 1] ‘“ﬁ130141016901970225025302820
m/z--> §o 160 1éo 260 250 300 3éo
Abundance
57.0
650 " 17.40 17.60 17.80 18.00
5000 m/z 85.05 51.03%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
m/z--> §o 160 150 260 250 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- B R R R
57.0 17.40 17.60 17.80 18.00
m/z 55.10 20.28%
29.0
o L ‘ M L\“?O.m 0160.0 %190 530.0266.0 300.0
m/z--> 5'0 1(')0 150 2(')0 2éo 3(')0 3éo 17'40 17. 60 17. 80 18. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092211.D

Acq On : 12 Jan 2017 16:42

Operator : UM/SJ

Sample : 11029-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
1-Pentene, 3,3-di... 3.99 9.1 ng 423713 1 6.60 930354 20.0
2-Pentanone, 4-hy... 4.73 67.0 ng 3116410 1 6.60 930354 20.0
unknown6 .37 6.37 104.0 ng 4838190 1 6.60 930354 20.0
n-Hexadecanoic acid 11.66 9.1 ng 615890 4 11.11 1355970 20.0
Pentadecanoic acid 12.44 5.5 ng 341833 5 13.73 1240950 20.0
Ethanol, 2-(tetra... 13.60 7.5 ng 464733 5 13.73 1240950 20.0
Heptacosane 14.23 5.8 ng 359046 5 13.73 1240950 20.0
Heneicosane 14.81 8.8 ng 359837 6 15.09 816206 20.0
Octacosane 16.40 10.6 ng 431579 6 15.09 816206 20.0
unknown16 .45 16.45 11.0 ng 449488 6 15.09 816206 20.0
Anthracene, 9-(2-... 16.55 6.4 ng 260033 6 15.09 816206 20.0
Germanicol 16.59 8.8 ng 357206 6 15.09 816206 20.0
5H-3,5a-Epoxynaph... 16.81 6.2 ng 252851 6 15.09 816206 20.0
Eicosane 17.66 7.7 ng 314725 6 15.09 816206 20.0
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