LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16 Instrument :
Operator : UM/SJ BNA_F

Sample - H1905-03 ClientSampleld :
Misc - TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 height area % max. total
1 4_.996 234 237 247 rBV 601297 919661 31.03% 3.241%
2 5.419 271 274 276 rBV 2354547 2563364 86.48% 9.034%
3 5.819 307 309 312 rBvV 85289 77862 2.63% 0.274%
4 6.447 362 364 367 rBvY 1730808 2593137 87.48% 9.139%
5 6.585 373 376 378 rBV 2759560 2677615 90.33% 9.436%
6 6.813 394 396 399 rBVY 814085 689379 23.26% 2.429%
7 6.973 407 410 412 rBV 2249938 2211623 74.61% 7.794%
8 7.385 443 446 448 rBV 1674585 1850702 62.44% 6.522%
9 8.105 506 509 511 rBVY 720598 865353 29.19% 3.050%
10 9.179 600 603 605 rBvY 3170290 2964126 100.00% 10.446%

11 9.579 635 638 639 rBvV 222280 292887 9.88% 1.032%
12 9.785 654 656 660 rBvV 56512 66858 2.26% 0.236%
13 9.853 660 662 665 rvB 1093898 954502 32.20% 3.364%
14 10.288 696 700 702 rBv2 128811 122907 4._.15% 0.433%
15 10.505 716 719 722 rBV 36505 60698 2.05% 0.214%

16 10.642 728 731 734 rBV 1609483 1708264 57.63% 6.020%
17 10.756 740 741 746 rVB 105005 138608 4.68% 0.488%

18 11.202 779 780 782 rBV 42804 57337 1.93% 0.202%
19 11.339 790 792 794 rBV 1102062 957954 32.32% 3.376%
20 11.568 810 812 816 rBV 29192 43905 1.48% 0.155%
21 11.865 837 838 845 rBv2 58405 83541 2.82% 0.294%
22 12.654 904 907 911 rBV2 23772 37302 1.26% 0.131%
23 12.745 913 915 917 rBV 35388 32757 1.11% 0.115%
24 12.928 928 931 933 rBV 2261189 2888549 97.45% 10.180%
25 13.157 948 951 953 rBvV 25761 32312 1.09% 0.114%

26 13.397 970 972 978 rBV 122076 348879 11.77% 1.230%
27 13.488 978 980 984 rvB2 36293 68793 2.32% 0.242%
28 13.820 1006 1009 1018 rBV2 121475 183304 6.18% 0.646%
29 13.968 1020 1022 1025 rVB 592209 633900 21.39% 2.234%

30 14.140 1035 1037 1042 rVB 54400 61582 2.08% 0.217%
31 14.437 1061 1063 1066 rBV 40542 58571 1.98% 0.206%
32 14.734 1087 1089 1091 rBV 41094 46259 1.56% 0.163%
33 14.837 1095 1098 1100 rVB3 21925 50649 1.71% 0.178%
34 15.008 1108 1113 1115 rBvV4 19921 63078 2.13% 0.222%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16 Instrument :
Operator : UM/SJ BNA_F

Sample - H1905-03 ClientSampleld :
Misc - TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.054 1115 1117 1119 rVvVv 45230 65495 2.21% 0.231%
36 15.145 1122 1125 1127 rVB2 36075 47628 1.61% 0.168%

37 15.283 1133 1137 1140 rBV5 51639 108083 3.65% 0.381%
38 15.385 1144 1146 1150 rVvVv 381863 612918 20.68% 2.160%
39 15.454 1150 1152 1156 rVV5 57612 106790 3.60% 0.376%

40 15.523 1156 1158 1160 rVB3 52652 66081 2.23% 0.233%
41 15.923 1190 1193 1200 rvv7 19380 58281 1.97% 0.205%
42 16.025 1200 1202 1206 rVB5 20535 40051 1.35% 0.141%
43 16.288 1221 1225 1228 rBV3 18193 48139 1.62% 0.170%
44 16.506 1241 1244 1247 rBvV4 17298 37014 1.25% 0.130%
45 16.894 1275 1278 1281 rVB5 32144 40242 1.36% 0.142%
46 17.237 1307 1308 1311 rBV3 42447 41559 1.40% 0.146%
47 18.060 1377 1380 1382 rBVv4 17544 34514 1.16% 0.122%
48 18.231 1393 1395 1397 rBVvV2 25669 32464 1.10% 0.114%
49 18.300 1399 1401 1403 rvv2 24097 32987 1.11% 0.116%
50 18.346 1403 1405 1407 rVB3 34245 42468 1.43% 0.150%
51 18.883 1450 1452 1453 rBV2 39004 50709 1.71% 0.179%
52 18.906 1453 1454 1456 rVB2 39245 47680 1.61% 0.168%
53 19.157 1473 1476 1483 rVB4 61205 165327 5.58% 0.583%
54 19.272 1483 1486 1488 rBV3 51601 69418 2.34% 0.245%
55 19.443 1498 1501 1505 rBv4 53577 174584 5.89% 0.615%
56 19.523 1505 1508 1509 rBV2 21364 46855 1.58% 0.165%
Sum of corrected areas: 28375505
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085812.D

3000000
6.58

2500000
5.42 6.97

2000000
6.45 7.38

1500000

1000000 6.81

5.00
500000
L 5.82
o177 T 7T T T A

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF085812.D

3000000

2500000
12.93

2000000

10.64
1500000

9.85 11.34

1000000
8.10

500000

10.29 13 13
9 0291050 11.20| 1157 1187 121575 )| 13.16 %00 13

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085812.D

3000000

2500000

2000000

1500000

1000000

13.97
500000 15.39

MM1M4MMM@@§&ﬁ? 158203 16.2916.51  16.89 17.24 18.068.8865 1BER 19.16.27919%

0 e B L = =i v Sl S A A Mt S NS =

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:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 26.68 ng 919661 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 237 (4.996 min): BF085812.D (-234) (-) m/z 43.05 100.00%
a3
59
5000
101 S B N —
4.60 4.80 5.00 5.20 5.40
83
o...,....,....,....',':...‘??.':I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 61.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR RN R R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 25.08%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.86%
29 101
o 2 7383
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 e I RREE b RE
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41
68
0 \H\‘ 50 \‘m 1?6 142 JA
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 13

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

5.82 2.26 ng 77862 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
4 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 309 (5.819 min): BF085812.D (-307) (-) m/z 73.10 100.00%
43 s
5000
55 g5 100 U° 540 560 580 6.00 6.20
o} S . O T s L m/z 43.10 81.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000
5.40 5.60 5.80 6.00 6.20
m/z 115.10 13.63%
0 15 \2\9 | ‘\ i 5\\5 ! 83 190 1:}5
miz--> 20 40 60 80 100 120 140 160
Abundance
30 73
43 540 560 580 6.00 6.20
5000 m/z 41.10 9.29%
o 58 83 100 117
miz--> 20 40 60 80 100 120 140 160
Abundance #46670: Octanal, 7-methoxy-3,7-dimethyl- e B
73 5.40 5.60 5.80 6.00 6.20
m/z 55.10 6.40%
5000
o 15 20 4 | 8595 11121 137 153 171
m/z--> 20 40 60 80 100 120 140 160 ' 540 560 580 600 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.58 Concentration Rank 1

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

6.58 77.68 ng 2677620 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 376 (6.585 min): BF085812.D (-373) (-) m/z 132.10 100.00%
132
5000 68
-
40 54 75 104 6.20 6.40 6.60 6.80 7.00
o...,....-,".'..4.8,....,6.2..|.|,....??.f.‘?,...|.,.-.'..,.1.1?.,...., | [m/z 68.10 37.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR AR RS R
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.10 33.04%
o 34\‘\47 61 (737° 8 | 103110 | 104
m/z--> 30 40 55 60 fo 80 95 100 110 150 130 140
Abundance
132
620 6.40 660 680 7.00
5000 m/z 66.10 24 _.00%
104
39 51 65 71 g 117
e RN R AR AR RS RAARS REALS SRR SRR SRS SARR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine .,....,[\...,....,....,.
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 15.71%
5000
3B g7 105
. 51 60 10 8 g5 “ 115
m/z--> 30 40 5'0 60 70 8|0 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Decane, 2,3,5-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.58 ng 122907 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 700 (10.288 min): BF085812.D (-696) (-) m/z 57.10 100.00%
57
5000 85
4
| T "10/00 1020 1040 1060
Otrrrprrrr it Piﬂ'““”'W””I””P'”P“'P”W'”W”'W””I””' m/z 43.10 72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45605: Decane, 2,3,5-trimethyl-
57
5000 85 IR AR IR IR S
10.00 10.20 10.40 10.60
4 m/z 71.10 68.27%
141
S N N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.00 10.20 10.40 10.60
5000 A 85 m/z 85.05 44 .09%
o 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- A B S
57 10.00 10.20 10.40 10.60
m/z 41.10 33.88%
5000 85
4
0 ‘ C d 141156 183 211 239 267 296
m/z--> 20 45 eb 80 160 120 150 160 180 200 220 240 260 280 300 10.00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.89 ng 138608 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 741 (10.756 min): BF085812.D (-740) (-) m/z 57.10 100.00%
57
o i UNM
4
13 g4 10,40 10.60 10.80 11.00
0! m/z 43.10 71.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85

5000 LA L L L L L L L L I
10.40 10.60 10.80 11.00
4 m/z 71.10 69.32%
. s | a0 19 o s oo
”w”.w””,””“.”“”.“”w”.w””,””.”..”..”.””,””.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e R A i e
85 10.40 10.60 10.80 11.00
5000 a m/z 85.10 44.19%
ol 25 M3 141 169 197212 240
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane R
57 10.40 10.60 10.80 11.00
m/z 41.10 33.09%
5000 85
4
L2 | || 13 1m 16 18
SN Y RN S U e . SN i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecanamide Concentration Rank 4

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

13.40 11.01 ng 348879 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 Dodecanamide 199 C12H25NO 001120-16-7 59
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Octanamide 143 C8H17NO 000629-01-6 59

Abundance Scan 972 (13.397 min): BF085812.D (-970) (-) m/z 59.10 100.00%
5000 [\\
T e T
13.00 13.20 13.40 13.60 13.80
0 m/z 72.10 69.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 ||||||||||||||||||
13 00 13 20 13. 40 13. 60 13.80
m/z 55.05 40.69%
0 29 W . 8610011412814 156170 184 198 212 226 240 255
T T T R e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
R e e RS n
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 33.37%
72
28 43
oL 15 86 100114128 145156170 199
T T T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... I o e o e e
59 13.00 13.20 13.40 13.60 13.80
m/z 43.10 26 .54%
0 A .91 111124 141155 170183196 212 229
L L E o o e R e RN E RS e RS s R REREEEEEES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 00 13 20 13. 40 13. 60 13. 80

8270-BF032416.M Tue Mar 29 19:00:19 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Nonane, 5-(2-methylpropyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.17 ng 68793 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
2 Nonadecane 268 C19H40 000629-92-5 59
3 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 59
4 3-Octen-2-ol, 2-methyl-, (2)- 142 C9H180 018521-07-8 50
5 Eicosane 282 C20H42 000112-95-8 50
Abundance Scan 980 (13.488 min): BF085812.D (-978) (-) m/z 57.10 100.00%
g7
43 -
85
5000
98 AR AR AU
114127 13.20 13.40 13.60 13.80
o m/z 43.10 81.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45627: Nonane, 5-(2-methylpropyl)-
43 57 71
85
5000 R UL UL AN SR
13.20 13.40 13.60 13.80
29 126 m/z 71.10 74.71%
ol L0 [ 98112 | 140154
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 DR SRR BN BN U
g5 13.20 13.40 13.60 13.80
5000 m/z 85.10 55.47%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12107: 4-Heptanone, 2-methyl-
57 13.20 13.40 13.60 13.80
43 71 85 m/z 41.10 24 _29%
5000
27 128
‘ 113
0"'I""‘I""I""I""'I""'I""I"" R SR SRR D B IR A A VA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.78 ng 183304 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 76
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 70
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 70
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 70
5 17-Pentatriacontene 491 C35H70 006971-40-0 68
Abundance Scan 1009 (13.820 min): BF085812.D (-1006) (-) m/z 57.10 100.00%
57
13.40 13.60 13.80 14.00 14.20
Obrerprer i m/z 43.10 75.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 [rorrprrr T T T TpTod
29 13.40 13.60 13.80 14.00 14.20
195 m/z 71.10 65.43%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 LRI SRR SRR SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 53.99%
111
68
27
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester A L B
13.40 13.60 13.80 14.00 14.20
69 m/z 83.10 49_.58%
5000
125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032816\
Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

Sample - H1905-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl15.01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.06 ng 63078 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 38
2 2,1,3-Benzoselenadiazole, 4,6-di... 252 C6H2CI2N2Se 090030-99-2 32
3 Benzonitrile, 2-(2-hydroxy-3-met... 252 C15H12N202 315670-28-1 27
4 Butanal, (2,4-dinitrophenyl)hydr... 252 C10H12N404 001527-98-6 27
5 1,2,4-Oxadiazole, 3,5-bis(4-meth... 282 C8H6N606 1000271-31-7 25
Abundance Scan 1113 (15.008 min): BF085812.D (-1108) (-) m/z 252.10 100.00%
242
5000
125 193
44 70 89 105 161177 282 311 LI L o
208 14.60 14.80 15.00 15.20 15.40
0 m/z 253.10 34.90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89820: Benzo[e]pyrene
252
5000
14.60 14.80 15.00 15.20 15.40
126 m/z 125.00 32.86%
o4 63 91 111 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
137 14.60 14.80 15.00 15.20 15.40
5000 217 m/z 193.10 32.80%
go 101
| 35 51 115 155 172 190
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89529: Benzonitrile, 2-(2-hydroxy-3-methoxybenzylidenamino-
252 14.60 14.80 15.00 15.20 15.40
m/z 250.10 30.25%
5000 102 209
51 76 129 181
154 204
043
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.05 2.14 ng 65495 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1117 (15.054 min): BF085812.D (-1115) (-) m/z 57.05 100.00%
g7
85
5000
113 141 169 "' 14.80 15.00 15.20 1540
0! lli g AL |193 e 281 N m/z 71.10 75 . 84%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 L BRI BULILL UL B
mmmmmmmm
113 m/z 85.10 60.77%
o, 220 Ly T T 199189211 230 267 205 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
"' 14.80 15.00 15.20 1540
5000 85 m/z 43.10 57 .56%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #115570: Heneicosane A BT B S
57 14.80 15.00 15.20 15.40
m/z 99.10 23.23%
85
5000
29 113
ol |1 J | 11?1‘169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

ﬁ?ggle i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 [Iminobis[[bis(trimethylsily... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.27 ng 69418 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Iminobis[[bis(trimethylsilyl)ami... 533 C18H57B2N5Si16 113678-60-7 64
2 Osmium methyl, (.eta.-5-cyclopen... 548 C22H300sP2 1000158-92-4 22
3 Phosphine, 4,6-dibenzofurandiylb... 536 C36H260P2 133850-81-4 10
4 1,3,5,7,9,11,13-Heptaethyl-11-me... 562 C15H4209Si7 073113-20-9 10
51,1%,2,2",8,8",15,15"-0Octamethyl... 536 C41H44 1000202-07-2 9
Abundance Scan 1486 (19.272 min): BF085812.D (-1483) (-) m/z 135.00 100.00%
70 105135 490 536
34 165 218 267 304
5 395
429
5000
19.00 19.20 19.40
0 m/z 70.10 99.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170357: Iminobis[[bis(trimethylsilyl)amino][(trimethysil...
429
259 M
146
5000 518 LI UL BUR LSS BURELE
203 357 19.00 19.20 19.40
} ‘ 300 m/z 536.50 97 .96%
0 | \H : \‘\ 1 1 | .H.U. l\ 1 lh .‘H‘- N H\ ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
533
1900 19.20 19.40
5000 m/z 119.00 97 .35%
377
301 405
. o7 61 91 139 183 227257 334 437 497
IR N VN N NN N N N e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170507: Phosphine, 4,6-dibenzofurandiylbis[diphenyl- =
536 19.00 19.20 19.40
m/z 45.10 96.13%
5000
183
78
51 0 198 154 229 320349479 428457
0 ||J||‘|||||[||||||||! ”J” L.].L.. .J.'.". "*'I"l"lh""l""'l'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032816\

Data File : BF085812.D

Acq On : 28 Mar 2016 20:16

Operator : UM/SJ

3?22'6 i H1905-03 TRACK-D-GRID-10C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.00 26.7 ng 919661 1 6.81 689379 20.0
2-Pentanone, 4-me... 5.82 2.3 ng 77862 1 6.81 689379 20.0
unknown6 .58 6.58 77.7 ng 2677620 1 6.81 689379 20.0
Decane, 2,3,5-tri... 10.29 2.6 ng 122907 3 9.85 954502 20.0
Heneicosane 10.76 2.9 ng 138608 4 11.34 957954 20.0
Hexadecanamide 13.40 11.0 ng 348879 5 13.97 633900 20.0
Nonane, 5-(2-meth... 13.49 2.2 ng 68793 5 13.97 633900 20.0
1-Docosene 13.82 5.8 ng 183304 5 13.97 633900 20.0
unknown15.01 15.01 2.1 ng 63078 6 15.39 612918 20.0
Pentacosane 15.05 2.1 ng 65495 6 15.39 612918 20.0
Iminobis[[bis(tri... 19.27 2.3 ng 69418 6 15.39 612918 20.0
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