LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 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-BF123115.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 4.087 169 175 178 rVB 3328798 5169406 3.93% 0.609%
2 5.036 255 258 262 rBV2 1273550 2109454 1.60% 0.248%
3 5.459 293 295 298 rVvB2 1961181 3651723 2.78% 0.430%
4 6.476 382 384 387 rvv2 1021174 1498910 1.14% 0.176%
5 6.624 394 397 399 rvv2 3897527 5218636 3.97% 0.614%
6 6.693 399 403 409 rVvB2 1814876 3300420 2.51% 0.389%
7 6.853 415 417 419 rBV 1869571 1736612 1.32% 0.204%
8 6.967 421 427 429 rBV 13643560 42461671 32.29%  4.999%
9 7.013 429 431 435 rVV 5047732 5220190 3.97% 0.615%
10 7.082 435 437 438 rVV 1340247 1417742 1.08% 0.167%

11 7.424 455 467 469 rBV2 4381764 9964746 7.58% 1.173%
12 7.676 475 489 490 rBV 3889895 12736403 9.68% 1.500%
13 7.767 491 497 498 rBV2 2229348 6121827 4.66% 0.721%
14 8.133 520 529 532 rBV4 4573278 16870811 12.83% 1.986%
15 8.316 542 545 546 rBV 1406749 1991334 1.51% 0.234%

16 8.739 580 582 584 rvv 1784389 1497249 1.14% 0.176%
17 9.219 621 624 629 rBVY 5930608 7870153 5.98% 0.927%
18 9.310 629 632 633 rBV 2965471 3883784 2.95% 0.457%
19 9.345 633 635 637 rvB 2380371 2836056 2.16% 0.334%
20 9.379 637 638 642 rVB2 1568655 1687912 1.28% 0.199%

21 9.470 645 646 647 rBV 1740837 1436928 1.09% 0.169%
22 9.505 647 649 651 rVB 4522646 4011559 3.05% 0.472%
23 9.710 666 667 670 rvB2 2822567 3314661 2.52% 0.390%
24 9.848 676 679 680 rBV 1937753 2602013 1.98% 0.306%
25 9.905 680 684 685 rvB3 1618987 3458733 2.63% 0.407%

26 9.939 685 687 689 rvB3 1351588 2733122 2.08% 0.322%
27 9.996 689 692 693 rBV 1848574 2156193 1.64% 0.254%
28 10.030 693 695 698 rvB2 2199475 3107715 2.36% 0.366%
29 10.225 704 712 715 rBV 8595334 27058835 20.58% 3.186%
30 10.350 719 723 727 rVB2 1157189 2538998 1.93% 0.299%

31 10.522 737 738 742 rVB 2240853 2137228 1.63% 0.252%
32 10.693 750 753 754 rBV 2867632 3904816 2.97% 0.460%
33 10.716 754 755 758 rVB 3239944 4581868 3.48% 0.539%
34 10.796 758 762 764 rBV2 776471 2324871 1.77% 0.274%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.991 770 779 780 rBV 19492821 77927525 59.26% 9.175%

36 11.059 783 785 786 rBV 1096294 1411682 1.07% 0.166%
37 11.093 786 788 793 rVvB2 3072038 8388987 6.38% 0.988%
38 11.185 793 796 798 rBv2 7548090 12618067 9.59% 1.486%
39 11.276 803 804 806 rvv 1372150 1629129 1.24% 0.192%
40 11.333 806 809 811 rVvV 7673385 9444943 7.18% 1.112%

41 11.391 812 814 816 rVvv2 2702154 2961263 2.25% 0.349%
42 11.436 816 818 819 rvv2 1867281 2057679 1.56% 0.242%
43 11.459 819 820 821 rVV 2927142 2080506 1.58% 0.245%
44 11.619 830 834 838 rBV2 6175864 7322054 5.57% 0.862%
45 11.688 838 840 844 rvB2 903394 1336347 1.02% 0.157%

46 11.756 844 846 850 rBV 8516238 8925981 6.79% 1.051%
47 11.939 857 862 866 rBV5 665983 2541095 1.93% 0.299%
48 12.019 866 869 871 rBv2 722472 1339738 1.02% 0.158%
49 12.111 874 877 878 rBv2 678998 1339682 1.02% 0.158%
50 12.145 878 880 881 rBV 4940751 7036824 5.35% 0.828%

51 12.179 881 883 884 rvB2 7723323 10555701 8.03% 1.243%
52 12.248 884 889 892 rBV 6882625 17812504 13.54% 2.097%
53 12.328 894 896 898 rVvB 1427078 1919711 1.46% 0.226%
54 12.396 898 902 904 rBV3 3268863 7142394 5.43% 0.841%
55 12.454 904 907 908 rBV2 2811676 6256331 4.76% 0.737%

56 12.488 908 910 913 rVB 5640742 6918171 5.26% 0.815%
57 12.534 913 914 915 rVB 2507446 1720108 1.31% 0.203%
58 12.568 915 917 918 rBV2 8492628 8947973 6.80% 1.053%
59 12.602 918 920 923 rVB 4023765 6694490 5.09% 0.788%
60 12.716 926 930 934 rBV3 10557969 31914010 24.27% 3.757%

61 12.774 934 935 938 rVB 3953620 3741039 2.84% 0.440%
62 12.831 938 940 942 rVB2 2605679 2902335 2.21% 0.342%
63 12.876 942 944 947 rBV2 6920295 9825789 7.47% 1.157%
64 12.934 947 949 952 rBV3 11032772 20134937 15.31% 2.371%
65 13.036 954 958 963 rvv2 6951155 25355839 19.28% 2.985%

66 13.116 963 965 969 rvB4 1824937 4461290 3.39% 0.525%
67 13.299 978 981 983 rBV 9661264 10225251 7.78% 1.204%
68 13.402 987 990 992 rBV 1662323 3095082 2.35% 0.364%
69 13.574 1001 1005 1007 rVB 14892043 24446140 18.59% 2.878%
70 13.608 1007 1008 1010 rBV2 733914 1487074 1.13% 0.175%

71 13.654 1010 1012 1014 rBV 5265421 10234823 7.78% 1.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.688 1014 1015 1017 rVB 7825849 5545562 4.22% 0.653%
73 13.802 1017 1025 1026 rBV3 9623057 32052299 24.37% 3.774%
74 13.894 1031 1033 1036 rVB 4570113 4738349 3.60% 0.558%
75 13.997 1040 1042 1044 rBV 5455249 7945933 6.04% 0.936%

76 14.111 1049 1052 1054 rVV 5463984 5346404 4_.07% 0.629%
77 14.202 1058 1060 1064 rVvVv 739797 1609819 1.22% 0.190%
78 14.305 1067 1069 1072 rVVv2 1291257 3103157 2.36% 0.365%
79 14.419 1076 1079 1080 rVV 5333976 8736352 6.64% 1.029%
80 14.465 1080 1083 1085 rVvVv2 5711291 11795618 8.97% 1.389%

81 14.511 1085 1087 1089 rVB 5364344 5383043 4._.09% 0.634%
82 14.717 1102 1105 1107 rBV 3977210 5182183 3.94% 0.610%
83 14.922 1121 1123 1127 rVV 1863406 2794781 2.13% 0.329%
84 15.025 1130 1132 1135 rVV 4915418 5536191 4.21% 0.652%
85 15.082 1135 1137 1142 rVV2 887138 1960597 1.49% 0.231%

86 15.162 1142 1144 1149 rVB 4310580 5520080 4._.20% 0.650%
87 15.380 1160 1163 1165 rBV 2525100 3704295 2.82% 0.436%
88 15.780 1194 1198 1200 rBV 2158835 3825596 2.91% 0.450%
89 15.917 1207 1210 1219 rVB2 408404 1787718 1.36% 0.210%
90 16.145 1227 1230 1234 rBV 1229927 2185238 1.66% 0.257%

91 16.237 1235 1238 1244 rVB2 1947940 4010804 3.05% 0.472%
92 16.397 1249 1252 1261 rVB4 347148 1649121 1.25% 0.194%
93 16.671 1272 1276 1281 rVV 1158942 2332565 1.77% 0.275%
94 16.774 1281 1285 1292 rVB2 1407239 3480587 2.65% 0.410%
95 17.277 1326 1329 1334 rBV 591162 1352140 1.03% 0.159%

96 17.403 1335 1340 1347 rVB2 770726 2541119 1.93% 0.299%
97 18.283 1390 1417 1427 rBV 12980180 131509518 100.00% 15.483%

98 18.488 1428 1435 1447 rVB 1472020 10177837 7.74% 1.198%
99 19.003 1474 1480 1494 rVB 1668836 6788073 5.16% 0.799%

Sum of corrected areas: 849360052
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

1e+07

5000000

Abundance TIC: BF084337.D
2e+07
1.5e+07 6.97
1e+07
5000000
4.09
5.04
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF084337.D
2e+07 10.99 13.57
1.5e+07

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: BF084337.D
2e+07
3.80
1.5e+07
18.28
1e+07
5000000
18.49 19.00
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\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 1 2-Pentanone, 4,4-dimethyl- Concentration Rank 16

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

4.09 59.53 ng 5169410 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 90
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 47
4 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 40
5 2-Heptanone 114 C7H140 000110-43-0 40

Abundance Scan 175 (4.087 min): BF084337.D (-169) (-) m/z 43.05 100.00%
43
5000 57
3.80 4.00 4.20 4.40
114
o..,....,....,.?.6.',|.-:..,..-:.',....T.l...,.?.s.,...?,9....,..-..,....,....,1.4?..,. m/z 57.10 47.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7381: 2-Pentanone, 4,4-dimethyl-
43
5000 57 "'I'”'I""I""I"J¥
3.80 4.00 4.20 4.40
29 m/z 58.05 34 _.31%
B \‘ | 71 ge 99 114
S R R R R AR RN AR RSN LR RARAS LRI RARAR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
380 400 420 440
5000 m/z 41.05 23.63%
58
27
ol 20 35 " 91 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7321: 2-Hexanone, 4-methyl-
43 3.80 4.00 4.20 4.40
58 m/z 39.05 10.08%
5000
71 8 114
0"P'”P'”I””I“'W”'W'”W'”'P”'P'?%'”I””I”'W”'W'”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 2 unknown6.62 Concentration Rank 15

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

6.62 60.10 ng 5218640 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 397 (6.624 min): BF084337.D (-394) (-) m/z 132.00 100.00%
5000 68
\ s % 550 640 660 680 700
o..,....,....,...:,“.'.‘.‘?" A .-.'..,..5.‘.7,..I.,.'!..,.l.l.?,....,'...,.. m/z 68.10 46.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.40%
o 15 28 3 8 & 77 90 104 46 |
mizes b 2 3 4 5 8 7o 85 90 100 10 130 130 140
Abundance
132
69 ISR SRR S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 31.00%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.79%
5000
92
65
. 27 39 Ssigg T 7 | B 4y |
m/z--> 10 20 30 40 50 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\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.97 489.02 ng 42461700 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 42

Abundance Scan 427 (6.967 min): BF084337.D (-421) (-) m/z 57.10 100.00%
7
5000 41
70 83
98 6.60 6.80 7.00 7.20 7.40
o! ,..|-..,'|.'...',..1?2],.1??.,....,...., m/z 41.10 41.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 6.60 6.80 7.00 7.20 7.40
29 ‘ 70 g3 m/z 43.10 33.94%
98
0||EI-8||‘|“||‘I‘|||H‘I||“‘||Il|||‘|||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20 7.40
5000 a1 m/z 55.10 32.81%
- 70
83
15 98 112
L L L L L B UL N S|
m/z--> 20 40 60 80 100 120 140 160
Abundance #65767: Heptane, 1,1'-oxybis-
57 6.60 6.80 7.00 7.20 7.40

m/z 56.10 25.23%

5000
3 70
98
15 |, ) 8 107117 135 148 171

L L e L R e N

4
29 ‘
il ‘I‘
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.22 156.47 ng 27058800 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 92
2 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 41
3 Nonanoic acid 158 C9H1802 000112-05-0 41
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 41
5 b5-Tetradecene, (E)- 196 C14H28 041446-66-6 41
Abundance Scan 712 (10.225 min): BF084337.D (-704) (-) m/z 55.10 100.00%
73
5000
5 129
s |, " 10/00 1020 10/40 10,60
143 171 . . ) )
0 183 200 232 m/z 43.10 97.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56046: Dodecanoic acid
60 73
43
5000 L UL SURELS BN B
12 10,00 1020 10,40 10.60
29 101 115 m/z 41.10 92.24%
L e
0.?'.Sl.‘...‘i‘a‘..”l“‘.‘l‘ IMH‘H | .‘."....l..‘..ll8.3...l....l....l
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43
® "' 10,00 10.20 10.40 10.60
5000 m/z 60.00 89.30%
83
97
. 111125 109 155 1gp
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1é0 260 250 '
Abundance #28744: Nonanoic acid
60 73 10.00 10.20 10.40 10.60
m/z 73.05 88.99%
41
5000
29 15,
0 .}?,.... l““‘,h..ﬁﬂ.nk .J..,..}?ﬁ...,....,....“...,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.99 526.31 ng 77927500 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 52
2 2-Decanol, propanoate 214 C13H2602 055683-11-9 47
3 Ditetradecyl ether 410 C28H580 005412-98-6 47
4 2-Propionyloxypentadecane 284 C18H3602 1000245-63-0 47
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 43
Abundance Scan 779 (10.991 min): BF084337.D (-770) (-) m/z 57.10 100.00%
57
5000
111 140 10.60 10.80 11.00 11.20 11.40
ol 34 A I Wy A7iee 21323725 m/z 41.10 26.04%
m/z--> 50 100 150 200 250 300 350
Abundance #100819: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000
10.60 10.80 11.00 11.20 11.40
m/z 83.10 22 _.59%
83 140 213
o) \I .H “. ‘l‘ .“‘.h‘ll:.l“-‘l.‘. l I .1.71. "I A |2|5|5| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20 11.40
5000 m/z 69.10 20.18%
31, | 75,101 140 49 196
o= e e e
m/z--> 50 100 150 200 250 300 350
Abundance #158479: Ditetradecyl ether
57 10.60 10.80 11.00 11.20 11.40
m/z 55.10 19.08%
83
5000 197
111
29 } 141 168
L [H PR = = 368
LI | T | L L L —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 50 150 200 250 300 350 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 7 Tetradecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.09 56.66 ng 8388990 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 45
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
5 Octanoic Acid 144 C8H1602 000124-07-2 38
Abundance Scan 788 (11.093 min): BF084337.D (-786) (-) m/z 73.00 100.00%
60 7B
43
5000 129
87 185 N =
101 143 157 171 199 228 mmnmnmnm
0...,....||'|...“.|.':“..,"'.'”..."',"...'l.'|..'..,I....',.'.'..,.'...',.2.1.1.|.I..| m/z 60.00 97.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75071: Tetradecanoic acid
60 78
43
5000
129 mmnmnmum
97 115 185 228 m/z 43.10 74 .14%
143 171
0 ‘\ ‘ M‘ h“:: ‘Hl" I\I\‘ o |‘||fl-|57|‘|‘|| I‘wllllglgl |25I-|3|| - '|
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
" 110.80 11,00 11.20 11.40
5000 m/z 41.10 58.55%
29 129
7
. 101115 143, 172
m/z--> 26 Jo éo éo 160 150 1&0 1é0 1éo 260 250 '
Abundance #65566: Tridecanoic acid
60 7B 10.80 11.00 11.20 11.40
m/z 55.10 55.57%
43
5000
129
29 85 og 115 171 - 214
o..%ﬂ.hy.uh.‘ﬁ‘.JtthL.JW..wt 12 | T N Ay VN WL M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2-Dodecanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.33 63.79 ng 9444940 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecanol 186 C12H260 010203-28-8 83
2 2-Tetradecanol 214 C14H300 004706-81-4 72
3 2-Hexadecanol 242 C16H340 014852-31-4 72
4 2-Heptanol, 6-methyl- 130 C8H180 004730-22-7 50
5 Methoxyacetic acid, dodecyl ester 258 C15H3003 1000281-81-9 49
Abundance Scan 809 (11.333 min): BF084337.D (-806) (-) m/z 45.10 100.00%
45
5000
n%97n 11.00 11.20 11.40 11.60
125 140 168 : : : :
0 ...,....',Il..'.?l.'MLMLWPﬁr%r#%%MS m/z 57.10 50.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46849: 2-Dodecanol
45
5000

11.00 11.20 11.40 11.60

83 97 m/z 43.10 46.74%
29 111
o2l m P et
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
45
R
11.00 11.20 11.40 11.60
5000 m/z 55.10 32.88%
69 83 97
29
0 Hl125139 168 196
LA Ao B e R AR B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83799: 2-Hexadecanol R e e
45 11.00 11.20 11.40 11.60
m/z 41.10 30.62%
5000
29 69 g3 97
0 15 “ \‘ \\ I, M‘H \\‘H 1l m 125 139 153167 182 196 224
”.“.”,..w B R e AR R A REa e e st B
m/z--> 20 40 80 100 120 140 160 180 200 220 240 11. 00 11.20 11.40 11.60

8270-BF123115.M Mon Jan 11 04:04:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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-Hexadecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.62 49.45 ng 7322050 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 94
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 1-Octadecene 252 C18H36 000112-88-9 91
Abundance Scan 834 (11.619 min): BF084337.D (-830) (-) m/z 55.10 100.00%

69 83

5000

125 11.20 11.40 11.60 11.80 12.00
140

o .,....','.. 154 168 182 196 210 225 242 m/z 43.10 90.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #83798: 1-Hexadecanol

43

69 g3

97
5000 L e e
29 11,20 11,40 11.60 11.80 12.00

111 m/z 57.10 86.12%

125
|l \“ Il ‘H I “\ |, 140154168182196 224
Ol b e e b e e o e o

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
69 83 A A e
11.20 11.40 11.60 11.80 12.00
5000 97 m/z 41.10 72.47%
29 111
125
140154 182
O = = e R LS AR e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- B B A
55 11.20 11.40 11.60 11.80 12.00
m/z 69.10 70.42%
43 69
83
5000 97
29 111
125
oLl \‘ 139 154168181195 224 252
AR L L - . L B s it
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 11/20 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2-Tridecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.76 60.29 ng 8925980 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecanol 200 C13H280 001653-31-2 74
2 Methoxyacetic acid, decyl ester 230 C13H2603 259141-02-1 72
3 2-Dodecanol 186 C12H260 010203-28-8 72
4 2-Hexadecanol 242 C16H340 014852-31-4 64
5 2-Undecanol 172 C11H240 001653-30-1 64
Abundance Scan 846 (11.756 min): BF084337.D (-844) (-) m/z 45.10 100.00%
45
5000
8111155, 154 11.40 11.60 11.80 12.00
o ...,....," ‘| | 140154167182 211 227241 264 m/z 57.10 54 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56256: 2-Tridecanol
45
5000 LB UG UL B

11.40 11.60 11.80 12.00
m/z 43.10 49.60%

125140158 182

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
45
L
11.40 11.60 11.80 12.00
5000 m/z 55.10 36.00%
29
71 85
58 98 112 140 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46849: 2-Dodecanol L
45 11.40 11.60 11.80 12.00
m/z 41.10 33.18%
5000
23 M iy 97111125140 168
0.%%PU”U‘”‘ . “.m.ﬂ.,”.n.”......”...” AN S O it
m/z--> 20 40 60 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:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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

239
129 213

11. 80 12. OO 12.20 12.40
— 283298 m/z 60.00 63.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #92228: n-Hexadecanoic acid
43
: L A,

157171185

Peak Number 11 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.18 71.29 ng 10555700 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 lIsopropyl Myristate 270 C17H3402 000110-27-0 43
3 Estra-1,3,5(10)-trien-17_beta.-ol 256 C18H240 002529-64-8 38
4 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 22
5 Butanoic acid, 2-methyl-, ethyl ... 130 C7H1402 007452-79-1 15
Abundance Scan 883 (12.179 min): BF084337.D (-881) (-) m/z 43.10 100.00%

48

60
5000
‘ 256

o

5000 29 L B e e
11.80 12.00 12.20 12.40
m/z 57.10 58.68%
L ‘ 143157171
0 ""i""" T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
60
43 102
e AEammm e
11.80 12.00 12.20 12.40
5000 m/z 55.10 54 _.36%
228
129 211
87 185
ol-27 143 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92346: Estra-1,3,5(10)-trien-17.beta.-ol A mamE e S
43 11.80 12.00 12.20 12.40

m/z 41.10 48.79%

5000

5109213227945
— e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11/80 12.00 12.20 12.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 12 Butanoic acid, 3-methyl-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.25 120.30 ng 17812500 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-methyl-, methyl... 116 C6H1202 000556-24-1 53
2 Pentanoic acid, methyl ester 116 C6H1202 000624-24-8 50
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 40
4 2-Amino-2-methyl-1,3-propanediol 105 C4H11NO2 000115-69-5 33
5 Propanoic acid 74 C3H602 000079-09-4 33
Abundance Scan 889 (12.248 min): BF084337.D (-884) (-) m/z 74.10 100.00%
7h
5000
57
iy 104 ' 12.00 12.20 12.40 12.60
127 188 : : :
ol 88 147 171 99202217232 248 265 284 n/z 57.10 35 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7979: Butanoic acid, 3-methyl-, methy! ester
74
5000 AR SR VRSN UM B
43 12.00 12.20 12.40 12.60
>7 101 m/z 43.10 15.49%
0"W'”'P'”I””I”'W'”W'”'P'”P'”I”'W”"'”"”'P'”I””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
' 12.00 12.20 12.40 12.60
5000 294357 m/z 55.10 15.25%
0 88 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4195: Butanoic acid, 2-methyl- T
74 12.00 12.20 12.40 12.60
29 m/z 41.10 14 .54%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 13 Heptadecanoic acid, heptade... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.40 48.24 ng 7142390 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 55
2 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 38
3 1-Hexacosanol 382 C26H540 000506-52-5 30
4 Octadecanenitrile 265 C18H35N 000638-65-3 30
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 30
Abundance Scan 902 (12.396 min): BF084337.D (-898) (-) m/z 43.10 100.00%
43
5000
249 12.00 12.20 12.40 12.60 12.80
Oh ek 283 326 m/z 57.10 71.94%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169189: Heptadecanoic acid, heptadecy! ester
5000 83 LIRSS SRR SO B
12.00 12.20 12.40 12.60 12.80
111 m/z 55.10 64 .19%
b 99170 sr02s8 2Tt 508
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
1200 1220 12.40 12.60 12.80
5000 83 m/z 102.10 53.88%
29 11
o 138166194222 253281
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152038: 1-Hexacosanol R
43 12.00 12.20 12.40 12.60 12.80
m/z 105.00 51.92%
5000 83
18 y l111
0 J“ J | 139168196224 252278 308 336 364
miz-> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 14 1-Pentadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.57 60.43 ng 8947970 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 80
2 2-Hexadecanol 242 C16H340 014852-31-4 68
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 53
4 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 49
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 46
Abundance Scan 917 (12.568 min): BF084337.D (-915) (-) m/z 45.10 100.00%
45
5000 71
97
125 12.20 12.40 12.60 12.80
o 153172 191 210227 255 284 326 m/z 57.10 73.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63049: 1-Pentadecene
43 83

5000 LA L L L L L LB L L B
12.20 12.40 12.60 12.80
2 m/z 43.10 66 .83%
oJ I 140 16e182 210
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45
s S —
12.20 12.40 12.60 12.80
5000 m/z 55.10  49.47%
69 97
27 125 155 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride R e EEaE L
7 12.20 12.40 12.60 12.80

83 m/z 41.10 39.28%

5000

139

167 196 224 253271 289307323
B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 15 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 80.33 ng 31914000 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 53
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 45
3 Pentadecane 212 C15H32 000629-62-9 25
4 Decane, 5-propyl- 184 C13H28 017312-62-8 11
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 11
Abundance Scan 930 (12.716 min): BF084337.D (-926) (-) m/z 43.10 100.00%
ile]
5000 1T 02
129 N
149166185 oy 10 oer 00 12.40 12.60 12.80 13.00
0 05 826 m/z 57.10 70.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108843: Octadecanoic acid
43 73
5000 129 IR SRR AR AR SRR
nmnmnmnm
m/z 55.10 51.20%
2
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 1240 12.60 12.80 13.00
5000 m/z 71.10 49 .21%
29 111
. 127 15,168 196 227 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64572: Pentadecane BB a e S
57 12.40 12.60 12.80 13.00
m/z 41.10 44 .51%
29
5000 85

O A Ea L aamas B S Al aaasansansas s e S e M e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13.00

8270-BF123115.M Mon Jan 11 04:04:59 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 unknownl3.04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.04 63.82 ng 25355800 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33N0O3 000120-40-1 42
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 38
3 Propanoic acid 74 C3H602 000079-09-4 37
4 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 33
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 33
Abundance Scan 958 (13.036 min): BF084337.D (-954) (-) m/z 74.10 100.00%
7}
5000
o e ' 12:80 13.00 13.20 13.40
123 216 - - - -
OWMMWMM m/z 105.05 18.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110404: Dodecanamide, N,N-bis(2-hydroxyethyl)-
74
5000
12.80 13.00 13.20 13.40
43 108 m/z 43.10 17.90%
0 ‘M | . 1 129147165183 202 227 ‘2?6272288
m/z--> %&&%@mmmmmmmmmmﬁ
Abundance
74
' 12:80 13.00 13.20 13.40
5000 m/z 55.10 15.46%
43
. 21 101 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #794: Propanoic acid R AN EEEa T S S
2 12.80 13.00 13.20 13.40
74 m/z 56.10 15.05%
5000 45
ol12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 17 unknownl3.57 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.57 61.53 ng 24446100 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 47
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 43
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 43
4 4-Propionyloxypentadecane 284 C18H3602 1000245-63-2 38
5 1-Nonadecene 266 C19H38 018435-45-5 35
Abundance Scan 1005 (13.574 min): BF084337.D (-1001) (-) m/z 57.10 100.00%
57
5000
85
i ® 1320 1340 1360 1380
167 - - : -
T 2 183 209225 252 280 307325 m/z 85.10 31.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000 RSN DA SRR U I
13.20 13.40 13.60 13.80
29 m/z 71.10 26.13%
127 152168 196  oo7 258

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
AN R e o
13.20 13.40 13.60 13.80
5000 m/z 43.10 23.96%
29 85
111
139 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride R AR L
13.20 13.40 13.60 13.80

m/z 56.10 23.03%

83

5000

139

167 196 224

253271 89307323
i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF123115.M Mon Jan 11 04:05:03 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 18 unknownl1l3.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 80.68 ng 32052300 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-methyl-, methyl... 116 C6H1202 000556-24-1 43
2 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 38
3 Heptanoic acid, 7-bromo-, methyl... 222 C8H15Br02 054049-24-0 32
4 1,2,3,4-Tridecanetetrol, [2R-(2R... 248 C13H2804 136953-03-2 25
5 Hexanoic acid, 5-methyl-, methyl... 144 C8H1602 002177-83-5 25
Abundance Scan 1025 (13.802 min): BF084337.D (-1017) (-) m/z 74.10 100.00%
7]
5000 r——-~\f*vf///X\__v_-___w~
5T 104 145 LR SUN BRI B
13.40 13.60 13.80 14.00 14.20
3 S— ",l' N N e .[,1.6?1.8:?2?1. 2.2'?2."1‘,11?‘?9?558,3.12. 340 368 | "m/z 57.10  28.98%
m/z--> 50 100 150 200 250 300 350
Abundance #7979: Butanoic acid, 3-methyl-, methy! ester
74
5000 N A U BN R
13140 13.60 13,80 14.00 14.20
101 m/z 55.10 21.48%
| 1]
0.‘.“.‘.‘l“.‘.‘..|‘....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.40 1360 13.80 14.00 14.20
5000 m/z 145.15 21.21%
43
99
15
O '}?q U VU PR UL
m/z--> 50 100 150 200 250 300 350
Abundance #71255: Heptanoic acid, 7-bromo-, methy! ester
74 13.40 13.60 13.80 14.00 14.20
m/z 43.10 20.31%
N \d\/\]\J/\/\/\M\l/\,\J
111
JL 2 JJ MJ .‘93, C e 1 o R
m/z--> 100 150 200 250 300 350 13140 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 19 unknownl18.28 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.28 710.04 ng 131510000  Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentacosane 352 C25H52 000629-99-2 47

2 1-Octanol,

5,7, 7-trimethyl-2-(1,... 270 C18H380

036400-98-3 43
004390-04-9 38

3 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34
4 2,2,4,4,5,5,7,7-Octamethyloctane 226 Cl16H34
5 Octanoic acid, 2-propenyl ester 184 C11H2002

005171-85-7 38
004230-97-1 38

Abundance Scan 1417 (18.283 min): BF084337.D (-1390) (-) m/z 57.10 100.00%

5000

>

85113140
16919 a 18.00 18.20 18.40 18.60
I — i AL TP 2 285813342 387 839 m/z 71.10 16.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142112: Pentacosane
57
5000 85 LA L L L L L L
18 00 18. 20 18. 40 18 60
m/z 83.10 14.41%
o 2l \f\ Iy F‘?g 211239267295323352
AR i T e R L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
e A RRS BEE e
18.00 18.20 18.40 18.60
5000 m/z 85.10 13.96%
97
o 22 140171 213 og5
L B B O AL B R e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73994: Nonane, 2,2,4,4,6,8,8-heptamethyl- R e R
57 18.00 18.20 18.40 18.60
m/z 140.15 11.83%
5000 A’/////r\\vﬂﬁ\\
99
ol 29 | 7 227155
L I I e R B B e T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 20 unknownl18.49 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.49 54 .95 ng 10177800 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 49
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 35
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 35

Abundance Scan 1435 (18.488 min): BF084337.D (-1428) (-) m/z 57.10 100.00%
g7
o A\
113135 18.20 18.40 18:60 18.80
169 196 241 : : : :
ok 32 | ,1.|,.u| oLy 37 NP218 77262 285 828 356 | h/z 85.10  19.38%
m/z--> 50 100 150 200 250 300 350
Abundance #45578: Undecane, 4,6-dimethyl-
57
5000 L SN BN IR M
1820 18.40 18.60 18.80
29 m/z 71.10 15.59%
113
0 -“-‘-“.” J ‘\ R
m/z--> 50 100 150 200 250 300 350
Abundance
57
—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—v—rv—v—v—v—
18.20 18.40 18.60 18.80
5000 m/z 83.10 11.00%
o 13 141 183
m/z--> 50 100 150 200 250 300 350 Y,
Abundance #55024: Tridecane, 3-methyl- R B o e e
57 18.20 18.40 18.60 18.80
m/z 43.10 9.99%
5000 /~J////~\\\/’\\\ﬂ_-‘_—d\//
29
85
oL ‘ “ 113 140 169 198
m/z--> 50 100 150 200 250 300 350 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084337.D

Acq On : 8 Jan 2016 19:34

Operator : SJ/UM

Sample : H1044-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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, 4,4-_.. 4.09 59.5 ng 5169410 1 6.85 1736610 20.0
unknown6 .62 6.62 60.1 ng 5218640 1 6.85 1736610 20.0
1-Hexanol, 2-ethyl- 6.97 489.0 ng 42461700 1 6.85 1736610 20.0
Dodecanoic acid 10.22 156.5 ng 27058800 3 9.89 3458730 20.0
1-Octanol, 5,7,7-... 10.99 526.3 ng 77927500 4 11.39 2961260 20.0
Tetradecanoic acid 11.09 56.7 ng 8388990 4 11.39 2961260 20.0
2-Dodecanol 11.33 63.8 ng 9444940 4 11.39 2961260 20.0
1-Hexadecanol 11.62 49.5 ng 7322050 4 11.39 2961260 20.0
2-Tridecanol 11.76 60.3 ng 8925980 4 11.39 2961260 20.0
n-Hexadecanoic acid 12.18 71.3 ng 10555700 4 11.39 2961260 20.0
Butanoic acid, 3-... 12.25 120.3 ng 17812500 4 11.39 2961260 20.0
Heptadecanoic aci... 12.40 48.2 ng 7142390 4 11.39 2961260 20.0
1-Pentadecene 12.57 60.4 ng 8947970 4 11.39 2961260 20.0
Octadecanoic acid 12.72 80.3 ng 31914000 5 14.03 7945930 20.0
unknownl13.04 13.04 63.8 ng 25355800 5 14.03 7945930 20.0
unknownl13.57 13.57 61.5 ng 24446100 5 14.03 7945930 20.0
unknown13.80 13.80 80.7 ng 32052300 5 14.03 7945930 20.0
unknownl18.28 18.28 710.0 ng 131510000 6 15.46 3704300 20.0
unknown18.49 18.49 55.0 ng 10177800 6 15.46 3704300 20.0
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