LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 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-BF040115.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 0.990 7 9 13 rVB 38967 58215 2.86% 0.440%
2 1.058 13 15 18 rvv 649197 633566 31.18% 4_.791%
3 1.173 22 25 32 rvB 84171 162260 7.98% 1.227%
4 1.310 35 37 40 rVB 265999 324697 15.98% 2.455%
5 1.538 55 57 64 rvv 90537 159205 7.83% 1.204%
6 1.630 64 65 101 rvB 859423 2032252 100.00% 15.367%
7 4.510 315 317 320 rBV 24179 33302 1.64% 0.252%
8 4_.567 320 322 331 rVB 59411 82926 4._.08% 0.627%
9 5.150 371 373 376 rBV 632313 729357 35.89% 5.515%
10 6.487 488 490 498 rVvB 792377 786282 38.69% 5.946%

11 6.602 498 500 503 rBvV 835239 811386 39.93% 6.135%
12 6.887 523 525 527 rBV 182269 196116 9.65% 1.483%
13 7.070 539 541 543 rBV 687032 623022 30.66% 4.711%
14 7.585 584 586 588 rBV 525886 455001 22.39%% 3.441%
15 8.465 660 663 665 rBv 281423 278501 13.70% 2.106%

16 9.813 778 781 783 rBV 1067623 1021474 50.26% 7.724%

17 10.328 824 826 828 rBV 29978 34303 1.69% 0.259%
18 10.625 849 852 854 rBV 324088 346709 17.06% 2.622%
19 11.528 926 931 933 rVB 23248 22884 1.13% 0.173%
20 11.597 935 937 940 rBV 554354 547779 26.95% 4.142%
21 11.848 957 959 960 rBvV 25096 27179 1.34% 0.206%
22 12.134 982 984 987 rBV 20926 30601 1.51% 0.231%

23 12.442 1009 1011 1013 rBV 227057 316803 15.59% 2.396%
24 13.197 1075 1077 1080 rVvVv 101980 182809 9.00% 1.382%

25 13.277 1082 1084 1087 rVVv2 23312 48338 2.38% 0.366%
26 13.334 1087 1089 1092 rVvVv 15243 21976 1.08% 0.166%
27 13.414 1092 1096 1098 rvv4 13293 37462 1.84% 0.283%
28 13.802 1127 1130 1131 rBV3 14709 22108 1.09% 0.167%
29 13.917 1137 1140 1141 rBV3 20646 35208 1.73% 0.266%
30 13.940 1141 1142 1144 rVB 23050 20542 1.01% 0.155%
31 14.100 1147 1156 1161 rBV 130347 481201 23.68% 3.639%
32 14.180 1161 1163 1165 rVV3 28326 61772 3.04% 0.467%
33 14.214 1165 1166 1171 rVv4 29780 52571 2.59% 0.398%
34 14.294 1171 1173 1177 rVB2 12655 22063 1.09% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.443 1183 1186 1188 rBV 1122524 1149683 56.57% 8.693%

36 14.763 1212 1214 1218 rBV5 17850 30911 1.52% 0.234%
37 15.174 1249 1250 1253 rBV3 14968 29729 1.46% 0.225%
38 15.631 1287 1290 1294 rBV 165243 268987 13.24% 2.034%
39 15.711 1294 1297 1300 rBV 359520 413706 20.36% 3.128%
40 15.883 1310 1312 1314 rVB 69326 84649 4_.17% 0.640%

41 16.431 1358 1360 1364 rVB3 57368 94774 4._.66% 0.717%
42 17.403 1442 1445 1451 rVB 332113 452424 22 .26% 3.421%

Sum of corrected areas: 13224733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040915\

BF078385.D

10 Apr 2015 5:54

TP/1Z

G1782-05

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Amylene Hydrate Concentration Rank 12

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

0.99 5.94 ng 58215 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene Hvdrate 88 C5H120 000075-85-4 78
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
3 Acetaldoxime 59 C2H5NO 000107-29-9 4
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 4
5 Butane, 2-methoxy- 88 C5H120 006795-87-5 4

Abundance Scan 9 (0.990 min): BF078385.D (-7) (-) m/z 59.10 100.00%
99
73
5000
43
1.00 1.10 1.20 1.30 1.40
bbbl S L8 w/z 73.10  57.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2068: Amylene Hydrate
59
73
5000
21 43 1.00 1.10 1.20 1.30 1.40
m/z 55.05 41 _.38%
0 15 \\‘37‘\“\ 53 | 65 |
LA UL SU LIS SR UL S UL SURLL IR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
59
1.00 1.10 1.20 1.30 1.40
5000 a1 73 m/z 43.10 26.71%
41
15 53 67 84 101
e e I S SR L UL SR SIS UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #234: Acetaldoxime
59 1.00 1.10 1.20 1.30 1.40
a1 m/z 41.00 15.49%
5000 15
28
0 |||||llllu|H|‘l‘l||l‘||‘|‘||||||=i||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 10 20 30 40 50 60 70 8 90 100 1.00 1.10 1.20 1.30 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl.06 Concentration Rank 3

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

1.06 64 .61 ng 633566 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 15 (1.058 min): BF078385.D (-13) (-) m/z 73.10 100.00%
73 h
43
5000
89
1.001.10 1.20 1.30 1.40 1.50
55
Obrrr et e e e e || M/Z 43,10 52.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.10 1.20 1.30 1.40 1.50
31 89 m/z 89.10 28.61%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
1.001.10 1.20 1.30 1.40 1.50
5000 m/z 41.05 10.19%
41
51
e S I S SULIUL S SUL I IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid B R Es e e e e
78 1.001.10 1.20 1.30 1.40 1.50
43 m/z 45.10 7.81%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 1 \‘ 6\1 67 ol 82 8\9 100
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 1.001.10 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.31 33.11 ng 324697 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 37 (1.310 min): BF078385.D (-35) (-) m/z 73.10 100.00%
73
5000 43
55 87 S0 § IR |
1.00 1.20 140 1.60
o..,....,...3.3,|.-.'..5,0..|.~.,..??,'.:..,....,....,...., m/z 43.10 38.51%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 -
43 1.00 1.20 140 1.60
55 87 m/z 55.10 25.83%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
1.00 1.20 140 1.60
5000 43 m/z 87.10 24._74%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- e ey
73 1.00 1.20 140 1.60
m/z 41.05 12.32%
5000
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 1.00 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown4.51 Concentration Rank 15

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

4.51 3.40 ng 33302 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methoxv- 102 C6H140 036839-67-5 28
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 9
3 Isopropvl 5.11-dihvdroxy-3.7.11-._.. 314 C18H3404 1000223-34-1 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 317 (4.510 min): BF078385.D (-315) (-) m/z 73.10 100.00%
7B
5000
43
e
420 4.40 4.60 4.80
59 87 103
Obprerrtbl R & | /2 43.10  33.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4342: Pentane, 3-methoxy-
73
5000
45 420 4.40 4.60 4.80
- m/z 41.10 12.23%
oh WJ 29 101
miz-> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280
Abundance
73
420 440 4.60 480
5000 m/z 45.10 12.03%
43 87
. 29 kg
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124959: Isopropyl 5,11-dihydroxy-3,7,11-trimethyl-2-dodec... R mam e
73 420 4.40 4.60 4.80
m/z 71.10 6.56%
5000
41 55 100
o A b Y 121 142155171 193207221 253 283
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4_.57 8.46 ng 82926 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Propvlamine 59 C3HSN 000107-10-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 322 (4.567 min): BF078385.D (-320) (-) m/z 43.10 100.00%
43
59
5000
101 RS AR UL L
83 | 420 4.40 4.60 4.80 5.00
o) T 1 SOOI MRS m/z 59.10 56.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL L
59 420 4.40 4.60 4.80 5.00
m/z 101.10 20.50%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
420 440 460 4.80 500
5000 m/z 58.10 15.47%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LA L L L LB L L B
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.20%
41
5000
86
0 ‘ 51‘\\\ I ?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.60 Concentration Rank 2

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

6.60 82.75 ng 811386 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 500 (6.602 min): BF078385.D (-498) (-) m/z 132.00 100.00%
32
5000 68
40 % 620 6.40 6.60 6.80 7.00
47 %% 61| ° g7 | 104 - - - - -
Ot e e e e b e e m/z 68.10 38.12%
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 RS N U I
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.26%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.62%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R REam R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.21%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.20 11.54 ng 182809 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 14
4 1-Nonadecanol 284 C19H400 001454-84-8 11
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 11
Abundance Scan 1077 (13.197 min): BF078385.D (-1075) (-) m/z 43.10 100.00%
48
5000 129 v_fVJA_JMAFVJ\~\,ﬁJLv,\Vf~f
213 12:80 13.00 13.20 13.40 13.60
ol L m/z 73.10 98.70%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #65566: Tridecanoic acid
73
5000 P AT T
nmmmmmmmmm
ﬂ 17 m/z 60.00 85.52%
0 I\I“I\ ﬁv“:‘uwu‘u‘l‘uu|||||||||||||||||||||| N —
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
60
12:80 13.00 13.20 13.40 13.60
5000 m/z 41.10 80.85%
129
0IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII le
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #174887: Nonahexacontanoic acid L B o
57 12.80 13.00 13.20 13.40 13.60
m/z 55.10 76.07%
5000 gv“\_hkdrhﬂlekd\Arj\\Aﬁvﬁrw
25
o }ﬁ11“197 267 350 899 998
m/z--> c') 1(')0 200 3(')0 4(')0 5(')0 6(|)O 700 800 900 1000 12. 80 13 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl3.28 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.28 3.05 ng 48338 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11Tnonane. 9-I3... 193 C12H24BN 1000162-56-0 27
2 2-Anthracenamine 193 C14H11N 000613-13-8 27
3 Quinolin-2(1H)-one. 4-chloro-1-m... 193 C10H8CINO 032262-17-2 27
4 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 27
5 1-[1-Methoxy-3,3-dimethyl-2-(3-m... 236 C15H2402 1000192-05-6 25
Abundance Scan 1084 (13.277 min): BF078385.D (-1082) (-) m/z 193.10 100.00%
193
107
5000 165 179 235 N
noss 77 | 120435 151 SN\ WV S ——
13.00 13.20 13.40 13.60
(o} m/z 107.05 47 .18%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #51210: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
193
84
97
5000 56 136
42 110 13.00 13.20 13.40 13.60
68 123 150 m/z 235.20 37.73%
R 164 175
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
193
13.00 13.20 13.40 13.60
5000 165 m/z 165.10 34.93%

96
28 39 51 63 82 115126 139150 | 176

O e e T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51050: Quinolin-2(1H)-one, 4-chloro-1-methyl-
193 13.00 13.20 13.40 13.60
m/z 179.10 33.66%
5000
165
51 77 89 101 130
39\6\3\ TN
0 .“w Ik o L Y SN e
m/z--> 20 O 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl13.92 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.22 ng 35208 Phenanthrene-d10 12.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Di(2-Ffurvimethvlidene)cvcloh... 254 C16H1403 000893-00-5 35
2 3H-Indazol-3-one. 1.2-dihvdro-2-... 254 C15H14N202 028561-69-5 27
3 2-Methvl-6-(4-methviphenvD)pvridine 183 C13H13N 101893-57-6 22
4 2-Methvl-5-p-tolvlpvridine 183 C13H13N 030456-56-5 22
5 Permethrin 390 C21H20CI1203 052645-53-1 22
Abundance Scan 1140 (13.917 min): BF078385.D (-1137) (-) m/z 254.30 100.00%
239
5000
115 129141 165 197 LA L L B B |
13.60 13.80 14.00 14.20
0 : I||I || I. |.| ||I I|||| |||| || |5F |||| |||| ||‘ i m/Z 183_10 82_31%
m/z--> 40 100 120 140 160 180 200 220 240 260
Abundance #90802. 2,6-Di(2-furylmethylidene)cyclohexan-1-one
254
5000 LA N B B
13.60 13.80 14.00 14.20
206 m/z 239.20 53.69%
39 51 ‘ 115128 M g 171183197 23 |
OIII‘IIIMHIIM‘IIH‘ HI IHIIHI : ‘Illwlwhh \M\ H : ‘l:::: |||2|39|||| :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
254 A
13.60 13.80 14.00 14.20
5000 m/z 197.20 30.37%
211 239
7 o 108 435 183195 | 225
G R R UL S L LS LN SR SRR AR RN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44830: 2-Methyl-6-(4-methylphenyl)pyridine R
183 13.60 13.80 14.00 14.20
m/z 165.10 26 .59%
5000
155
EX N I
0”'””\\ It .....‘l..“........‘.................
m/z--> 40 60 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.10 23.26 ng 481201 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 86
3 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 74
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 62
5 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 58
Abundance Scan 1156 (14.100 min): BF078385.D (-1147) (-) m/z 55.10 100.00%
83
5000
111 LR B S B B
29147165 193 264 13.80 14.00 14.20 14.40
0 B o I T B B e m/z 69.10 72.08%
m/z--> 50 100 150 200 250 300 350
Abundance #107518: Oleic Acid
41
5000 69 LN B S IR RS
13. 80 14. 00 14. 20 14.40
m/z 41.10 70.76%
oL15 ‘ I M\ h\u MH‘\M Mh m 123 151 179199220 246701262
m/z--> 5 150 200 2éo 300 3%0
Abundance
55
'13.80 14.00 14.20 14.40 |
5000 m/z 43.10 58.43%
97
73
o 114 137 1661g5 208 240
m/z--> §0 160 150 200 2éo 300 3%0
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)- R MR T
55 13.80 14.00 14.20 14.40
m/z 83.10 55.46%
5000 83 mv\—//\\/\’/\/\
111
| 138157 181 207 349
0...“.‘|. \\N\II\\III ——— ————t T = T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl14.18 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.18 2.99 ng 61772 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 14
2 n-Decanoic acid 172 C10H2002 000334-48-5 14
3 D-Glucuronic acid 194 C6H1007 006556-12-3 10
4 D-Mannopvranose 180 C6H1206 000530-26-7 10
5 Desulphosinigrin 279 C10H17NO6S 005115-81-1 9
Abundance Scan 1163 (14.180 min): BF078385.D (-1161) (-) m/z 43.10 100.00%
5 o
5000
13.80 14.00 14.20 1440
0 m/z 55.10 78.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12419: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43 60
129
5000 UL AU BRI RIS B
13. 80 14. oo 14.20 14.40
28 m/z 60.00 77.44%
87 101
S O - e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
" 13.80 14.00 14.20 1440
5000 129 m/z 73.00 72.20%
29 87 115
ol 15 101 143, c 172
m/z--> 25 45 65 86 160 150 150 1éo 1éo 200 250 250
Abundance #52173: D-Glucuronic acid R REmEE e
7B 13.80 14.00 14.20 14.40
60 m/z 57.10 63.78%
101
5000
86 119
il H 131 147359 70
o — | Y .--“--1‘---- e - S ——
m/z--> 20 40 60 100 120 140 160 180 200 220 240 1380 1400 1420 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.63 13.00 ng 268987 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1290 (15.631 min): BF078385.D (-1287) (-) m/z 57.10 100.00%
41
5000
239 IR SR SUNIULN BN B
139154 173 195011 15.40 15.60 15.80 16.00
Obrrr el m/z 83.10 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
43
5000 L UL SIS BN B
15.40 15.60 15. 80 16. oo
m/z 55.10 93.43%
ol 140 168 196 222238 266
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R U SUNIULN BN B
97 15.40 15.60 15.80 16.00
5000 m/z 43.10 89.43Y%
121
27
o 139154 181 208224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)- LA B L L L ) B
15.40 15.60 15.80 16.00
m/z 69.10 86.88%
- MJL/\W
ol 2 126 153168 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Cyclohexane, 1-(1,5-dimethy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.88 4.09 ng 84649 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(1.5-dimethvlhexy... 280 C20H40 056009-20-2 62
2 Decane. 1-Ffluoro- 160 C10H21F 000334-56-5 50
3 Cvclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 49
4 Cvclopentadecane 210 C15H30 000295-48-7 49
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 49
Abundance Scan 1312 (15.883 min): BF078385.D (-1310) (-) m/z 55.10 100.00%
55
5000
3 16 137 164180 208 235 ' 15.60 15.80 16.00 16,20
bl m/z 41.10 76 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106410: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen...
43 | 69
97
5000 R DA SN SURIURA ML
15.60 15.80 16.00 16.20
123 m/z 69.10 69.21%
0 M [ 1§1 Il \19‘9‘ 233 25\30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
15.60 15.80 16.00 16,20
5000 m/z 43.10 66 .08%
69
27 97
0 116131 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61722: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, trans- e e ERRES BE s
111 15.60 15.80 16.00 16.20
m/z 97.10 64 .37%
5000
3
o 137152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040915\
Data File : BF078385.D

Aca On : 10 Apr 2015 5:54

Operator : TP/1Z

Sample : 6G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 20 1-Hexadecanesulfonyl chloride Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.43 4.58 ng 94774 Chrysene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 68
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 62
4 1-Heptadecene 238 C17H34 006765-39-5 49
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 49
Abundance Scan 1360 (16.431 min): BF078385.D (-1358) (-) m/z 57.10 100.00%

83

5000

16.20 16.40 16.60 16.80
m/z 43.10 78.49%

o 19

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride

83

5000

16.20 16.40 16.60 16.80
m/z 83.10 68.53%

139
o 167 196 224 253271 589 307323
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
57

a1 16.20 16.40 16.60 16.80
5000 m/z 71.10 63.22%

85
il NJAV\NMWAj\qfajJ\AJV
o 139155 150196 224749

mmmmwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #93396: Ethanol, 2-(tetradecyloxy)- R AR RRRES T
16.20 16.40 16.60 16.80

m/z 55.10 61.44%

5000 4

168 196 9o7

127 157 258
UMM
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040915\
Data File : BF078385.D

Acq On = 10 Apr 2015 5:54

Operator : TP/1Z

Sample : G1782-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
Amylene Hydrate 0.99 5.9 ng 58215 1 6.89 196116 20.0
unknownl.06 1.06 64.6 ng 633566 1 6.89 196116 20.0
Butane, 2-methoxy... 1.31 33.1 ng 324697 1 6.89 196116 20.0
unknown4 .51 4 .51 3.4 ng 33302 1 6.89 196116 20.0
2-Pentanone, 4-hy... 4 .57 8.5 ng 82926 1 6.89 196116 20.0
unknown6 .60 6.60 82.8 ng 811386 1 6.89 196116 20.0
Tridecanoic acid 13.20 11.5 ng 182809 4 12.45 316803 20.0
unknownl13.28 13.28 3.0 ng 48338 4 12.45 316803 20.0
unknown13.92 13.92 2.2 ng 35208 4 12.45 316803 20.0
Oleic Acid 14.10 23.3 ng 481201 5 15.71 413706 20.0
unknownl14 .18 14.18 3.0 ng 61772 5 15.71 413706 20.0
1-Nonadecene 15.63 13.0 ng 268987 5 15.71 413706 20.0
Cyclohexane, 1-(1... 15.88 4.1 ng 84649 5 15.71 413706 20.0
1-Hexadecanesulfo... 16.43 4.6 ng 94774 5 15.71 413706 20.0
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