LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06 Instrument :
Operator : UM/SJ BNA_F

Sample - H5829-03 ClientSampleld :
Misc - ESTWALL-120116
ALS Vial : 21 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-BF112916.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

2.458 12 15 25 rvB 188909 322010 7.04% 0.629%
3.144 73 75 90 rvB4 75804 197102 4_.31% 0.385%
135 rBvV 70563 122795 2.69% 0.240%

abrwNPE
w
0]
o
\l
=
N
(00]
=
w
w

4.127 160 161 167 rVB3 49456 86331 1.89% 0.169%

4_.310 175 177 182 rBV 32817 48232 1.06% 0.094%
6 4.447 185 189 192 rVB2 27203 62480 1.37% 0.122%
7 4.516 192 195 198 rBV2 77832 131810 2.88% 0.258%
8 4.687 209 210 216 rBV 28462 47168 1.03% 0.092%
9 5.041 238 241 244 rBV 1037079 1652288 36.14% 3.229%
10 5.453 274 277 280 rVB 2824790 3876178 84.79% 7.574%
11 5.693 296 298 302 rVB3 28843 55993 1.22% 0.109%
12 5.761 302 304 306 rBvV 154796 142805 3.12% 0.279%
13 5.796 306 307 311 rVB 95615 81159 1.78% 0.159%
14 5.876 311 314 316 rBV2 39440 51958 1.14% 0.102%
15 6.013 323 326 328 rVB 44148 51869 1.13% 0.101%
16 6.104 333 334 338 rvB2 90195 138588 3.03% 0.271%
17 6.299 348 351 353 rBV 49771 72059 1.58% 0.141%
18 6.356 353 356 357 rvv2 53232 79934 1.75% 0.156%

19 6.390 357 359 362 rvv3 80394 127337 2.79% 0.249%
20 6.493 362 368 370 rvv 3702257 4571646 100.00% 8.933%

21 6.630 377 380 382 rVB 3428795 4052623 88.65% 7.919%
22 6.699 384 386 390 rVvB 285792 325828 7.13% 0.637%
23 6.859 398 400 402 rBV 1723024 1463665 32.02% 2.860%
24 6.927 404 406 407 rBvV2 71753 84057 1.84% 0.164%
25 7.019 411 414 416 rVV 3199843 3147790 68.85% 6.151%

26 7.144 418 425 426 rBV2 83137 132075 2.89% 0.258%
27 7.213 429 431 433 rVB 50314 54833 1.20% 0.107%
28 7.259 433 435 437 rVB 58569 58071 1.27% 0.113%
29 7.419 446 449 452 rBV 2327298 2268787 49.63% 4.433%
30 7.464 452 453 455 rVB 148893 113073 2.47% 0.221%

31 7.510 455 457 459 rVB2 68205 79340 1.74% 0.155%
32 8.139 510 512 515 rBV 1453431 1798400 39.34% 3.514%
33 8.859 572 575 576 rVB 61188 60825 1.33% 0.119%
34 8.950 581 583 588 rvB 44771 50293 1.10% 0.098%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06 Instrument :
Operator : UM/SJ BNA_F

Sample - H5829-03 ClientSampleld :
Misc - ESTWALL-120116
ALS Vial : 21 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.225 604 607 609 rBV 4928789 4472842 97 .84% 8.740%

36 9.305 611 614 617 rvv2 42419 66624 1.46% 0.130%
37 9.556 634 636 637 rBvV 60771 52155 1.14% 0.102%
38 9.613 639 641 645 rVB 784432 681822 14.91% 1.332%
39 9.762 652 654 656 rBvV 72590 97056 2.12% 0.190%
40 9.842 659 661 663 rvB 68822 79817 1.75% 0.156%
41 9.899 663 666 668 rBvY 2371621 2040010 44.62% 3.986%
42 10.093 682 683 685 rvB 38965 53120 1.16% 0.104%
43 10.310 697 702 703 rBvV 59865 79330 1.74% 0.155%
44 10.333 703 704 707 rvB2 132695 128662 2.81% 0.251%
45 10.436 712 713 717 rVB3 37212 65760 1.44% 0.129%
46 10.562 720 724 725 rBV 54158 83659 1.83% 0.163%

47 10.688 732 735 737 rBV 2107621 2613888 57.18% 5.108%
48 10.813 744 746 749 rBV 163385 270465 5.92% 0.529%
49 11.145 770 775 777 rBv4 23993 73710 1.61% 0.144%
50 11.259 783 785 786 rBV 146118 128923 2.82% 0.252%

51 11.282 786 787 790 rVB 47020 58430 1.28% 0.114%
52 11.385 793 796 799 rBV 1390226 1955410 42.77% 3.821%
53 11.453 799 802 803 rvB 71739 78088 1.71% 0.153%
54 11.682 820 822 823 rBV 124251 96912 2.12% 0.189%
55 11.876 837 839 840 rBV 91177 89430 1.96% 0.175%

56 11.911 840 842 844 rvVv 546882 572533 12.52% 1.119%
57 11.956 844 846 847 rvv2 52889 77076 1.69% 0.151%
58 11.991 847 849 854 rvB2 141897 256112 5.60% 0.500%
59 12.094 854 858 861 rBv2 61529 128351 2.81% 0.251%
60 12.174 863 865 870 rVvB3 62984 124236 2.72% 0.243%

61 12.322 875 878 880 rBvV3 44600 71662 1.57% 0.140%
62 12.356 880 881 884 rVvB 63146 91182 1.99% 0.178%
63 12.425 885 887 889 rBvV 116493 144711 3.17% 0.283%
64 12.482 889 892 893 rVvB3 58180 98684 2.16% 0.193%
65 12.516 893 895 897 rvB3 49511 73584 1.61% 0.144%

66 12.585 899 901 903 rBvV 391145 364986 7.98% 0.713%
67 12.631 903 905 908 rvB4 30846 66797 1.46% 0.131%
68 12.699 908 911 914 rBV3 177382 258889 5.66% 0.506%
69 12.814 918 921 923 rBV 476736 523224 11.44% 1.022%
70 12.871 925 926 928 rVB 50981 63160 1.38% 0.123%

71 12.962 932 934 937 rVB 2688679 3042944 66.56% 5.946%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06 Instrument :
Operator : UM/SJ BNA_F

Sample - H5829-03 ClientSampleld :
Misc - ESTWALL-120116
ALS Vial : 21 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.031 938 940 944 rBV3 74459 122085 2.67% 0.239%
73 13.145 946 950 951 rVvB 92878 157672 3.45% 0.308%

74 13.179 951 953 954 rBV 64854 64592 1.41% 0.126%
75 13.214 954 956 957 rvB2 61586 71247 1.56% 0.139%
76 13.248 957 959 961 rBvV 116632 120905 2.64% 0.236%
77 13.339 965 967 968 rBV 94558 74211 1.62% 0.145%
78 13.374 968 970 972 rVB 63352 64921 1.42% 0.127%

79 13.454 975 977 982 rBV 259435 563728 12.33% 1.102%
80 13.545 982 985 988 rVB3 52343 132085 2.89% 0.258%

81 13.648 992 994 997 rVB 60623 82742 1.81% 0.162%
82 13.762 1001 1004 1005 rBVZ2 60069 108082 2.36% 0.211%
83 13.865 1011 1013 1017 rVB2 350664 383297 8.38% 0.749%
84 14.014 1023 1026 1027 rBV 1644053 1745261 38.18% 3.410%

85 14.402 1058 1060 1061 rVB 60314 67167 1.47% 0.131%
86 14.437 1061 1063 1064 rVB 49709 55428 1.21% 0.108%
87 14.494 1066 1068 1069 rBV2 44708 49758 1.09% 0.097%

88 15.031 1112 1115 1119 rBV 170976 351950 7.70% 0.688%
89 15.134 1122 1124 1128 rVB2 65273 119331 2.61% 0.233%
90 15.328 1138 1141 1143 rVB 119361 171106 3.74% 0.334%

91 15.385 1143 1146 1148 rBV 123626 168931 3.70% 0.330%
92 15.442 1148 1151 1154 rBV 828025 1196214 26.17% 2.338%
93 15.968 1194 1197 1204 rVB7 94976 239751 5.24% 0.468%
94 16.837 1271 1273 1277 rVB2 57160 107560 2.35% 0.210%
95 17.260 1307 1310 1317 rVB 51569 123100 2.69% 0.241%

Sum of corrected areas: 51174770
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091406.D

4000000 6.49

6.63
7.02

3000000 5.45
7.42

2000000 6.86

5.04
1000000

6.70
236 3.4 381  4.134.314524.69 /L L 5 588,610 60| ||\ J6.95 71836 (61

O P e e ) LU,

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091406.D

4000000

3000000 12.96

9.90
10.69

2000000
8.14 11.38

1000000 0.61

8.8505 |(9.30 9.36 9.968¢ 10.0970%F40.

O L S S Lo A e o e e —

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: BF091406.D

4000000

3000000

20000001 14.01

1000000

16.84 17.26

0 ————————————— T

T
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\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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-Butanone, 3-hydroxy- Concentration Rank 7

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

2.46 4.40 ng 322010 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone, 3-hydroxy- 88 C4H802 000513-86-0 86
2 Propane, 1l-methoxy-2-methyl- 88 C5H120 000625-44-5 56
3 2-Propanone, l1l-methoxy- 88 C4H802 005878-19-3 43
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
5 Ethanol, 2-(vinyloxy)- 88 C4H802 000764-48-7 9

Abundance Scan 15 (2.458 min): BF091406.D (-12) (-) m/z 45.10 100.00%
45
5000
88 2.402.50 2.60 2.70 2.80 2.90
S— 1 N .. SO - B — m/z 43.00 60.03%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2012: 2-Butanone, 3-hydroxy-
45
2.402.50 2.60 2.70 2.80 2.90
m/z 88.00 6.11%
'”I"'W'"'P'?il”"I'”'I"”I"”I??”I"ﬁﬁ"”
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45
2.402.50 2.60 2.70 2.80 2.90
5000 m/z 42.00 5.88%
15 29
2 ? 56 73 88
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2016: 2-Propanone, 1-methoxy-
45 2.402.50 2.60 2.70 2.80 2.90
m/z 44 .05 2.75%
5000 58
29
15 N 39,/ ], 88
Trryrrrryrrrryrrrryprrrryrrrr[rrrr[rrrr[rrrrrrrrprrorT —rq—rrrv-rv-rn-rrv—rq-rrn—rv—rn-rm
m/z--> 0 10 20 30 40 50 60 70 8 90 2.402.50 2.60 2.70 2.80 2.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Propanenitrile, 3-methoxy- Concentration Rank 13

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

3.14 2.69 ng 197102 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 50
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
3 Propylene Glycol 76 C3H802 000057-55-6 40
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 75 (3.144 min): BF091406.D (-73) (-) m/z 45.10 100.00%
45
5000 §
4 57 61 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,..?.9,.:4..'.~.f‘.ﬁ’....,.:..,:...,....,....,....,...?ﬁ...,...., m/z 43.00 17.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1536: Propanenitrile, 3-methoxy- Mj\\/w
45
5000 USRS SR SR R
2.80 3.00 3.20 3.40
m/z 57.10 5.44%
15 29
12 |18 2 | 32 3740 50, ‘57 68 85
I P g g
Abundance
45
2.80 3.00 3.20 3.40
5000 m/z 61.00 5.23%
1519 2731 3042 35761 75
JAAJ LAY RAARY NAAL) LM REALA AMNRAREY NAAL) RALR) AALAN RARANLALA RARAL RAAA) RARR) AAA AL AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #918: Propylene Glycol R Ea EEEan JiM—- T
45 2.80 3.00 3.20 3.40
m/z 44.05 5.17%
5000
29 61
1519 26733 3942 53576 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 280 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 22 .58 ng 1652290 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091406.D (-238) (-) m/z 43.00 100.00%
a3
59
5000
101 IS SRS SRR
4.80 5.00 5.20 5.40
e 3l 8360 88 | " 58 95 56.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL AR RS AR
59 480 5.00 520 540
m/z 58.00 15.74%
25 31 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 5.00 5.20 5.40
5000 m/z 101.10 15.72%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e A Bamas e
59 480 5.00 5.20 5.40
m/z 41.05 8.88%
5000 41
31
| [
"|'}?'|"'M|" 'Jiﬁ"'|§?uki"' ﬂi'"'I""I"'g?l""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

Sample - H5829-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 4 unknown6.63 Concentration Rank 1

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

6.63 55.38 ng 4052620 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.630 min): BF091406.D (-377) (-) m/z 132.00 100.00%
5000 68
0 s [l e P iosie 62 5x0 6k0 0By 700
B E e m/z 68.05 37 .43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 RIS A AN
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34_.07%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.56%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14 _.65%
5000 og 0
SN JM 8 p%97.kk,..“u 8 Il??
m/z--> 40 60 80 100 120 140 160 180 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\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Nonane, 2-methyl- Concentration Rank 6

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

6.70 4.45 ng 325828 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2-methyl- 142 C10H22 000871-83-0 80
2 Eicosane 282 C20H42 000112-95-8 72
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
4 Nonane 128 C9H20 000111-84-2 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

Abundance Scan 386 (6.699 min): BF091406.D (-384) (-) m/z 43.10 100.00%
43 57
5000
71
8 6.40 6.60 6.80 7.00
99 : : : :
N e m/z 57.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18426: Nonane, 2-methyl-
43 57
5000
29 71 6.40 6.60 6.80 7.00
85 m/z 41.05 41.65%
“ | M‘ P 11317102
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
43 57
7 6.40 6.60 6.80 7.00
5000 m/z 71.10 24 _73%
85
29
99113127141155169 282
m@mﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18444: Octane, 3,5-dimethyl- A
57 6.40 6.60 6.80 7.00
43 m/z 56.05 18.12%
5000 &
29 85 99113
EERTIN 0 2 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.77 ng 270465 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 87
2 Eicosane 282 C20H42 000112-95-8 70
3 Heptacosane 380 C27H56 000593-49-7 62
4 Tetradecane, l-iodo- 324 C14H291 019218-94-1 58
5 5-Ethyldecane 170 C12H26 017302-36-2 58
Abundance Scan 746 (10.813 min): BF091406.D (-744) (-) m/z 57.10 100.00%
g7
5000
85
113 140 169 10.40 10.60 10.80 11.00 11.20
e L s m/z 43.10 70.19%
m/z--> 50 100 150 200 250 300 350
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
81
5000 10.40 10,60 10.80 11.00 11.20
‘ 152 m/z 71.05 51.37%
T T '|"" [rrr ot
m/z--> 50 250 300 350
Abundance
57
10.40 10,60 10.80 11.00 11.20
5000 m/z 85.05 33.69%
85
29
113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane AR BT LS et e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.05 29.42%
5000
85
290 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00 11.20

8270-BF112916.M Mon Dec 05 12:31:38 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 5.86 ng 572533 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
Abundance Scan 842 (11.911 min): BF091406.D (-840) (-) m/z 43.05 100.00%
43 60
73
5000
11,60 11,80 12.00 12.20
e m/z 60.00 88.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 AR RN AR AR
11.60 11.80 12.00 12.20
165 m/z 57.05 81.42%
94
27 50 63 76 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
1160 11,80 12,00 12.20
5000 m/z 73.00 77 .35%
15 39 63 8396 545 139152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50623: Phenanthrene, 1-methyl- P TR
192 11.60 11.80 12.00 12.20
m/z 55.10 74 _.62%
5000 k\VVA,V__N~“\
26 39 63 82 9 115 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12,00 12.20

8270-BF112916.M Mon Dec 05 12:31:39 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.62 ng 256112 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
2 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 50
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 46
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
Abundance Scan 849 (11.991 min): BF091406.D (-847) (-) m/z 192.10 100.00%
192
5000
95 165 PP AT
150 11.60 11.80 12.00 12.20 12.40
13126139 m/z 189.05 81.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50611: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
m/z 190.05 74.41%
63 7 || 115 139150 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
1160 11.80 12,00 12.20 12.40
5000 165 m/z 191.10 65.25%
39 51 63 82 95 115126139152 | 176
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50609: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 193.10 19.83%
5000
83
15 27 3950 70 | H 115126 139 152 \ *176 JH
m/z--> 20 b 60 80 100 120 140 160 180 200 220 11/60 11.80 12,00 12.20 12.40

8270-BF112916.M Mon Dec 05 12:31:40 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.97 ng 258889 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 74
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 911 (12.699 min): BF091406.D (-908) (-) m/z 43.10 100.00%
7
| N\/UJLM
5000
129
97111 185 241 LR BN IR SRR BN
1431571717 | 199 226 | o55 284 12.40 12.60 12.80 13.00

m/z 57.10 92 .43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5
5000 LI B LLL  LL BLLB L BL |
129 12.40 12.60 12.80 13.00
15 185 228 m/z 55.05 82.64%
01 143727171 ‘
ww T TN it W <= A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
43 L e e N EEmmma
12.40 12.60 12.80 13.00
5000{ 29 m/z 73.00 77 .34%
85 129143
101115 186
157171
mewﬁwﬁmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid S ERRREEESEEES LS S
43 73 12.40 12.60 12.80 13.00
1 m/z 60.00 76.72%
29
5000
L ‘M 143157171185%
RARSRRRS PP T T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 Tetradecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 6.46 ng 563728 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Pentanamide 101 C5H11NO 000626-97-1 64
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 58
4 Octanamide 143 C8H17NO 000629-01-6 56
5 Nonanamide 157 C9H19NO 001120-07-6 53

Abundance Scan 977 (13.454 min): BF091406.D (-975) (-) m/z 59.00 100.00%

59

5000

=

13.20 13.40 13.60 13.80

83 98 112126140154168 189

215230245 264 281

0! m/z 72.00 50.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide
59
5000
13.20 13.40 13.60 13.80
43 m/z 55.05 34 .84%
227
20| | T3 ST 14128 159166 184198515
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R B I e S
13.20 13.40 13.60 13.80
5000 " m/z 41.10 28.98%
29
W—Wwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- A BT B S
59 13.20 13.40 13.60 13.80
m/z 43.10 24 .32%
5000
114
9 3
||, 7 200 ‘ 128142156171
”w.”w.“w.”w.”w.”..”..”..”..”..”..”..”q.”q.. T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.39 ng 383297 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 74
5 11-Tricosene 322 C23H46 052078-56-5 74
Abundance Scan 1013 (13.865 min): BF091406.D (-1011) (-) m/z 57.05 100.00%
97
83
41
5000
SR PN BRI BRI UL
196 154 230 13.60 13.80 14.00 14.20
— 182107213 ) 23L 281 m/z 55.05 97.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
5000 SR PN BRI BRI UL
13.60 13.80 14.00 14.20
m/z 43.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 83.10 67 .96%
41 111
25 139154 182 210 238 283
Wﬁmmmmﬂwmﬁrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester LA B
57 13.60 13.80 14.00 14.20
a3 m/z 97.10 61.16%
I 139154169 o010 238 oc 5g3
IRRAUNRRA AR SR PN SRR BRI U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF112916.M Mon Dec 05 12:31:42 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

ﬁ?ggle i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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 unknownl5.97 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.97 4.01 ng 239751 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 30
2 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 25
3 Oleic Acid 282 C18H3402 000112-80-1 25
4 Heptane, 1,7-dibromo- 256 C7H14Br2 004549-31-9 18
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 18
Abundance Scan 1197 (15.968 min): BF091406.D (-1194) (-) m/z 57.10 100.00%
| | M\/J[k%%
5000
132 264 B N SUNIURA BN BN I
151 161 207 289 313 355 385 15.60 15.80 16.00 16.20
m/z 43.10 83.81%
m/z--> 50 100 150 200 250 300 350
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propy!-
60 97
5000 4l AR UM B R B
153 15.60 15.80 16.00 16.20
m/z 97.10 80.83%
“ | \‘ ‘\‘ ‘\M il \I\:II'2|6||\||1|8\1|||2|2‘|1| T
m/z--> 50 100 150 200 250 300 350
Abundance
42 97
15,60 15.80 16.00 16.20
5000 69 m/z 55.10 80.55%
m/z--> 50 100 150 200 250 300 350
Abundance #107517: Oleic Acid R e EEaE L
55 15.60 15.80 16.00 16.20
m/z 83.10 71.10%
83
5000
2 111
264
LI H’ 130,165185 222541 | 283
m/z--> 50 100 1&'30 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\

Data File : BF091406.D

Acq On : 2 Dec 2016 23:06

Operator : UM/SJ

3?22'6 i H5829-03 ESTWALL-120116
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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-Butanone, 3-hyd... 2.46 4.4 ng 322010 1 6.86 1463670 20.0
Propanenitrile, 3... 3.14 2.7 ng 197102 1 6.86 1463670 20.0
2-Pentanone, 4-hy... 5.04 22.6 ng 1652290 1 6.86 1463670 20.0
unknown6 .63 6.63 55.4 ng 4052620 1 6.86 1463670 20.0
Nonane, 2-methyl- 6.70 4.5 ng 325828 1 6.86 1463670 20.0
3-Methyl-4-(metho... 10.81 2.8 ng 270465 4 11.38 1955410 20.0
Phenanthrene, 2-m... 11.91 5.9 ng 572533 4 11.38 1955410 20.0
Anthracene, 2-met... 11.99 2.6 ng 256112 4 11.38 1955410 20.0
Tetradecanoic acid 12.70 3.0 ng 258889 5 14.01 1745260 20.0
Tetradecanamide 13.45 6.5 ng 563728 5 14.01 1745260 20.0
1-Docosene 13.87 4.4 ng 383297 5 14.01 1745260 20.0
unknownl15.97 15.97 4.0 ng 239751 6 15.44 1196210 20.0
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