LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 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-BF060716.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 1.724 10 12 21 rVB 374033 668632 23.11% 1.987%
2 1.850 21 23 36 rvB 1580261 2893123 100.00% 8.599%
3 3.050 126 128 145 rBvV 62586 133432 4.61% 0.397%
4 4_.959 293 295 301 rBV 130427 181484 6.27% 0.539%
5 5.381 329 332 334 rBVY 2322264 2611496 90.27% 7.762%
6 6.422 420 423 426 rBV 1942546 2415339 83.49% 7.179%
7 6.547 431 434 437 rBVY 2200900 2503952 86.55% 7.443%
8 6.776 452 454 457 rBV 631711 627514 21.69% 1.865%
9 6.936 465 468 470 rBVY 2173744 1922021 66.43% 5.713%
10 7.199 487 491 493 rBV 33422 41557 1.44% 0.124%
11 7.347 501 504 506 rBY 1579626 1665981 57.58% 4 _.952%
12 7.450 509 513 520 rBV 32068 47838 1.65% 0.142%
13 7.805 541 544 553 rVB2 33810 52546 1.82% 0.156%

14 8.067 564 567 569 rBvV 1017775 927951 32.07% 2.758%
15 9.153 659 662 664 rvv 2287524 2826387 97.69% 8.401%

16 9.233 665 669 670 rvv2 36207 52870 1.83% 0.157%
17 9.268 670 672 677 rVB2 49646 71296 2.46% 0.212%
18 9.485 687 691 694 rBvV2 13190 29390 1.02% 0.087%
19 9.542 694 696 698 rvv 935989 1205258 41.66% 3.582%
20 9.759 714 715 718 rVB 36245 30274 1.05% 0.090%
21 9.828 718 721 722 rVV 704390 990682 34.24% 2.945%
22 9.850 722 723 725 rVB 41484 34152 1.18% 0.102%
23 10.239 754 757 758 rBV 29885 41901 1.45% 0.125%
24 10.262 758 759 760 rVB 52042 35682 1.23% 0.106%
25 10.365 767 768 772 rVB2 51908 45480 1.57% 0.135%
26 10.479 775 778 781 rBV 31253 45538 1.57% 0.135%

27 10.616 786 790 792 rBV 1335976 1806758 62.45% 5.370%
28 10.731 799 800 805 rBvV 69654 103122 3.56% 0.307%

29 11.176 835 839 841 rBvV2 51451 97436 3.37% 0.290%
30 11.211 841 842 844 rVB 54446 45272 1.56% 0.135%
31 11.302 848 850 854 rvv2 1112040 1204438 41.63% 3.580%
32 11.371 854 856 858 rvB2 39572 54697 1.89% 0.163%
33 11.542 868 871 874 rBv4 57284 149343 5.16% 0.444%
34 11.611 874 877 878 rvV 58513 70541 2.44% 0.210%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.805 892 894 895 rBvV 33823 38437 1.33% 0.114%

36 11.839 895 897 901 rvv3 64377 157924 5.46% 0.469%
37 11.931 901 905 908 rvv3 42099 112557 3.89% 0.335%

38 12.022 911 913 914 rBV 61139 90531 3.13% 0.269%
39 12.091 917 919 921 rVvv3 34084 63573 2.20% 0.189%
40 12.251 931 933 935 rVB3 39333 39841 1.38% 0.118%
41 12.399 944 946 949 rVB2 71723 89736 3.10% 0.267%

42 12.514 954 956 958 rBV 274738 284119 9.82% 0.845%
43 12.559 958 960 962 rVB 143703 123519 4.27% 0.367%
44 12.719 972 974 977 rVB2 396702 485548 16.78% 1.443%
45 12.777 977 979 983 rVB3 77406 148629 5.14% 0.442%

46 12.891 987 989 992 rvVB 2120185 2090846 72.27% 6.215%

47 12.959 992 995 996 rBV2 24661 36175 1.25% 0.108%
48 13.028 999 1001 1003 rBV 58399 75951 2.63% 0.226%
49 13.131 1008 1010 1011 rBV 111572 103050 3.56% 0.306%
50 13.165 1011 1013 1018 rVB5 40360 70125 2.42% 0.208%

51 13.428 1034 1036 1037 rBV 197463 215445 7.45% 0.640%
52 13.474 1037 1040 1041 rVvVv 97015 114358 3.95% 0.340%
53 13.794 1066 1068 1071 rVB2 163756 206108 7.12% 0.613%
54 13.885 1074 1076 1078 rBV 120688 108719 3.76% 0.323%
55 13.931 1078 1080 1085 rVB2 793191 1049331 36.27% 3.119%

56 14.114 1094 1096 1098 rVB 106155 99644 3.44% 0.296%
57 14.422 1121 1123 1124 rBV 59782 83265 2.88% 0.247%
58 14.708 1146 1148 1151 rVB 45506 69419 2.40% 0.206%
59 14.948 1166 1169 1172 rVV 80040 164577 5.69% 0.489%
60 15.028 1174 1176 1179 rVB2 56844 79324 2.74% 0.236%
61 15.222 1191 1193 1196 rVV 49983 70367 2.43% 0.209%
62 15.280 1196 1198 1201 rVV 61587 94588 3.27% 0.281%
63 15.348 1201 1204 1206 rVvVv 450043 711161 24.58% 2.114%
64 15.382 1206 1207 1211 rVV2 51283 57344 1.98% 0.170%
65 15.474 1213 1215 1220 rVB4 23650 41262 1.43% 0.123%
66 15.668 1227 1232 1240 rVB2 62730 270845 9.36% 0.805%
67 15.783 1240 1242 1244 rBV 23100 32326 1.12% 0.096%
68 15.988 1258 1260 1264 rVB2 25307 46556 1.61% 0.138%
69 16.251 1280 1283 1285 rBV2 16321 32276 1.12% 0.096%
70 16.388 1293 1295 1302 rVB3 30984 73983 2.56% 0.220%
71 16.685 1318 1321 1325 rVB2 28298 54293 1.88% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF060716 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 17.097 1354 1357 1362 rVB 23809 49257 1.70% 0.146%
73 17.657 1403 1406 1410 rBV5 13221 44079 1.52% 0.131%
74 17.748 1411 1414 1419 rVB3 21253 59300 2.05% 0.176%
75 18.011 1430 1437 1448 rVB7 24315 134425 4.65% 0.400%
76 18.423 1470 1473 1480 rVB7 13395 36938 1.28% 0.110%
Sum of corrected areas: 33643134
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061416\
BF0O88006.D

14 Jun 2016 19:01

UM/SJ

H3437-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 R-(-)-1,2-propanediol Concentration Rank 7

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

3.05 4.25 ng 133432 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 128 (3.050 min): BF088006.D (-126) (-) m/z 45.10 100.00%
45
5000
R
4 57 61 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,...3.9,::4.: e b | M7z 43.05 17.25%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45
5000 IR RS LR A
2.80 3.00 3.20 3.40
29 m/z 61.00 6.55%
o 12851 25 3 3042 gy5761 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
280 300 320 340
5000 m/z 44.00 5.55%
o 15 19 2731 3942 53 57 61 75
T T T e T T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #940: Propylene GlyCOl L L L L LB
45 2.80 3.00 3.20 3.40
m/z 42.10 3.14%
5000
27 31
o 1518 || 3841/, 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.96 5.78 ng 181484 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 295 (4.959 min): BF088006.D (-293) (-) m/z 43.00 100.00%
43
59
5000
T 5o 40 500 550 |
83 : : : :
o...“...“..w..”uh:”??wl,.”.,”..,m..“..:l...“ m/z 59.10 60.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrryrTTTT T T T T

460 4.80 5.00 5.20
59 m/z 101.10 21.18%

101
0 21 37, 53 ‘ 67 77 8 91
TR B o e R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R e B e B
57 4.60 4.80 5.00 520
5000 m/z 58.10 17.22%
29 101
o 15 37 51 73 8 95
T B o e e B e B L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone I AARERIE B
43 4.60 4.80 5.00 5.20
m/z 41.10 8.82%
5000 101
28 59
70 84
]75 \H‘ i 53‘\\‘ |, 78 | % |
oty 2 e SMRMSESSMSIN M SNBSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.55 Concentration Rank 2

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

6.55 79.81 ng 2503950 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 434 (6.547 min): BF088006.D (-431) (-) m/z 132.00 100.00%
132
5000 68
96 USRS RS SN
40 54 8 06 6.20 6.40 6.60 6.80
01 e B m/z 68.10 41 .34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS R SN
6.20 6.40 6.60 6.80
31 51 m/z 134.00 33.19%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.0 680
5000 m/z 66.10 26 .56%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl R B b SRR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.65%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SIS & U0 I
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.48 ng 149343 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 1-Tetradecene 196 C14H28 001120-36-1 86
5 Cyclododecane 168 C12H24 000294-62-2 70
Abundance Scan 871 (11.542 min): BF088006.D (-868) (-) m/z 55.10 100.00%
5000 W
11.20 1140 1160 11.80
o} m/z 83.10 86.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58280: Cyclotetradecane
55
41 69 83
5000 o7 AR B UL SULLEE
11.20 11.40 11.60 11.80
‘ ”1125 m/z 69.10 86.62%
196
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
43 57
69 83 R UUNIULA DGR BN SUNRE
97 11.20 11.40 11.60 11.80
5000 m/z 43.10 78 .50%
- 111
125
o 139 153 167 181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95985: 1-Hexadecanol R R RAEEE E A
43 5 11.20 11.40 11.60 11.80
69 &3 m/z 97.10 69.42%
97
5000
29 111
0 | 18 H ‘H ‘\ m 140 154 168 182 196 224
m/z--> 20 40 60 100 120 140 160 180 200 220 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.62 ng 157924 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Heptanoic acid 130 C7H1402 000111-14-8 27

Abundance Scan 897 (11.839 min): BF088006.D (-895) (-) m/z 73.10 100.00%

60 7

5000
143157 175 11.60 11.80 12.00 12.20
0 m/z 43.10 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L e

11.60 11.80 12.00 12.20

m/z 60.00 90.32%
213
‘J‘H' 143 157171185 199
04
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
5000 129 m/z 55.10 76.93%
29 g7
115 | 143 199 242
101 157171185
oL 15 i 213226
T R LAREA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R AR RRRES T
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 75.21%
5000 129
7 185 228
01115 | 143,.5171 | 199
S \ 0 o vl I Y R
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. 00 12. 20

8270-BF060716.M Wed Jun 15 18:13:14 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.43 4.11 ng 215445 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 80
3 Butvl mvristate 284 C18H3602 000110-36-1 50
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Propan-2-one 0-(2-chloro-1-methy... 149 C6H12CINO 1000186-05-6 38

Abundance Scan 1036 (13.428 min): BF088006.D (-1034) (-) m/z 56.10 100.00%
56
5000
129 285
267 R AREEEEEES e
3}1 || 8101 157 B, 24 340 1320 13.40 1360 13.80
okl m/z 57.10 58.08%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 5 a0 || 1501540 1360 1980
9 185 267 m/z 43.10 38.31%
97 241
ol— |3\| I \M \U‘ .N‘. hll | ‘ |‘1|53| . .‘. |2|13| " .‘ ; ‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
13120 13.40 13.60 13.80
5000 m/z 55.10 31.72%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o '50' ' "160' B '1éo' ' "260' B '250' B '360" B
Abundance #131257: Butyl myristate T
56 13.20 13.40 13.60 13.80
m/z 41.10 31.11%
5000 229
129 211
101 185 284
0...3‘.|M‘L“‘.““.‘“l\.““. ‘. .‘:|I-5.7.‘.‘.|.“.‘. 25.5..‘.|....| A R R
m/z--> 50 100 150 200 250 300 Bmmmnmwm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.18 ng 114358 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1040 (13.474 min): BF088006.D (-1037) (-) m/z 57.10 100.00%
57
85
5000
4 UL o s o0 "33 1340 1360 1380
O e L e e m/z 71.10 70.78%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 LR B BUGILN SULRLE IR
Bmmmnmnm
m/z 85.10 55.61%
L2 || M 160 197 226
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance
57
o 13.20 13.40 13.60 13.80
5000 m/z 43.10 54 _.95%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1%0 200 2%0 300 3éo
Abundance #185533: Pentacosane B R
57 13.20 13.40 13.60 13.80
m/z 55.10 23.45%
5000 85
113
JL 2] [‘ | l“J | |11 169189 211 239 267 205 323 352
m/z--> m m m 200 ﬁo 300 %o Bmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.93 ng 206108 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tridecane 184 C13H28 000629-50-5 92
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
Abundance Scan 1068 (13.794 min): BF088006.D (-1066) (-) m/z 57.10 100.00%

5000

13.40 13.60 13.80 14.00 14.20

212226 248

125139 155169 184

281

0 m/z 43.10 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57
43
71 85
5000 LA L L L L L L L
13. 40 13. 60 13. 80 14. OO 14 20
29 m/z 71.10 60.30%
oL15 | | L \ 113127141155169183107 212
P e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
R N e REEE R m
71 13.40 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 45 _.27%
29 9
0l 15 113127141155169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143258: Decane, 1,1'-oxybis- R Ra e e
43 57 13.40 13.60 13.80 14.00 14.20
71 85 m/z 55.10 44 .09%
5000
29 140
oL15 J Al 157171185199213227 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.23 ng 79324 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1176 (15.028 min): BF088006.D (-1174) (-) m/z 57.10 100.00%

57
5000 LJNLJ\\“‘/“~JA“-\J\\\}\ﬂﬁ\

14.80 15.00 15.20 15.40

140155

183 208223 245 268

0 m/z 71.10 65.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LANLINLIL B L L L LB
14.80 15.00 15.20 15.40
4 m/z 43.10 55.85%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B A B
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 51.99%
41
ol 26 13 141 169 197 225240 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane R B A B
57 14.80 15.00 15.20 15.40
m/z 55.10 20.02%
4
0 18 \‘ ‘ H\ I 13 ! 1‘}1 169 197 226
A Raa B L L A B a e e A AARARRaR S R B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

1567 7.62ng 270845  Perylene-diz 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B0O6
4 1.10-Phenanthroline. 2.9-dimethv... 360 C26H20N2
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2

004733-39-5 43
000093-46-9 43

Abundance Scan 1232 (15.668 min): BF088006.D (-1227) (-) ; m/z 360.20 100.00%
360
152
5000
179
51 77 103 126 203 228 2?4 281 15.40 15.60 15.80 16.00
| NN WM TSI VR PR PV IR A m/z 152.00 55.35%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine
360
5000 LIS L L L L L L L
152 15.40 15.60 15.80 16.00
77 179 m/z 179.10 32.57%

47
127 ‘

T e /00 PO - S
m/z--> 50 100 150 200 250 300 350
Abundance

360

15.40 15 60 15.80 16.00

1000150-23-7 47

5000 m/z 361.20 31.60%
207
332
180
NECHE 67 93 123 153 225 257 285 314
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #190543: 1,3,2-Dioxaborolane, bis(spiro[4-2":5-2"]indane)... R B B
104 360 1540156015801600

m/z 359.20 27 .17%

5000
132 163
200220 276 316
o) I "‘J. MJ.. ‘4811 ‘ |2‘.1|7lwlulll |

m/z--> 5 150 200 250 300 350 15. 40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl16.39 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.39 2.08 ng 73983 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 38
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 35
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 32
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 32
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
Abundance Scan 1295 (16.388 min): BF088006.D (-1293) (-) m/z 191.15 100.00%
191
5000
267 T T
ops 231 84 16.00 16.20 16.40 16.60 16.80
0 m/z 95.10 47 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54109: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191
5000 AR B AR I
77 136 mmmmmmmmmm
o 118 163 m/z 81.10 42.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
16.00 16.20 16.40 16.60 16.80
5000 m/z 192.20 31.71%
77
118 136
51 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone e
191 16.00 16.20 16.40 16.60 16.80
m/z 69.10 31.09%
5000{ 28
43 135 163
95
69 149
0 s o 2 S DO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1600 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088006.D

Aca On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample = H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl18.01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.01 3.78 ng 134425 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Amvrin. trimethvisilvl e... 498 C33H580Si 1000374-76-6 43
2 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 43
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 43
4 D-Norandrostan-16-one. (5.alpha.)- 260 C18H280 032319-06-5 38
5 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 37
Abundance Scan 1437 (18.011 min): BF088006.D (-1430) (-) m/z 218.20 100.00%
218
189
5000 o5 122
55 48 e
281 17.60 17.80 18.00 18.20 18.40
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235122: .alpha.-Amyrin, trimethylsilyl ether
218
5000 LI P SRR BN B
17.60 17.80 18.00 18.20 18.40
73 7135 189 m/z 203.10 44 .12%
] ‘\,\M L Hh mh m 3 ’ \ 23 219305 337365398 498
miz--> 0 50 100 250 300 350 400 450 500
Abundance
218
189 17.60 17.80 18.00 18.20 18.40
5000 m/z 122.10 39.28%
84 135163
43
L7 109
miz--> 0 éo 160 1%0 260 2éo 360 3éo 460 4%0 560
Abundance #75967: Pyrene, hexadecahydro-
218 17.60 17.80 18.00 18.20 18.40
m/z 135.05 38.53%
175
5000 67
4 TS 135
0..4anJL%JMW$.uh.{.w...w...w...w...w...w. U
miz--> 0 50 100 150 200 250 300 350 400 450 500 17. 60 17. 80 18. 00 18 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088006.D

Acq On : 14 Jun 2016 19:01

Operator : UM/SJ

Sample - H3437-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
R-(-)-1,2-propane. .. 3.05 4.3 ng 133432 1 6.78 627514 20.0
2-Pentanone, 4-hy... 4_.96 5.8 ng 181484 1 6.78 627514 20.0
unknown6 .55 6.55 79.8 ng 2503950 1 6.78 627514 20.0
Cyclotetradecane 11.54 2.5 ng 149343 4 11.30 1204440 20.0
n-Hexadecanoic acid 11.84 2.6 ng 157924 4 11.30 1204440 20.0
Octadecanoic acid... 13.43 4.1 ng 215445 5 13.93 1049330 20.0
Hexadecane 13.47 2.2 ng 114358 5 13.93 1049330 20.0
Pentadecane 13.79 3.9 ng 206108 5 13.93 1049330 20.0
Heneicosane 15.03 2.2 ng 79324 6 15.35 711161 20.0
Dibenzylidene 4,4_... 15.67 7.6 ng 270845 6 15.35 711161 20.0
unknown16 .39 16.39 2.1 ng 73983 6 15.35 711161 20.0
unknown18.01 18.01 3.8 ng 134425 6 15.35 711161 20.0
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