LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092501.D

Aca On - 26 Jan 2017 2:32 Instrument :
Operator : SJ/MA ?:'l\:gﬁ't:Sam ol
3?22Ie ; 11312-09 CASGMHDP
ALS Vial : 36 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-BF012417 .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 4.270 181 191 193 rBvV4 19920 77295 1.66% 0.190%
2 5.139 265 267 270 rBV 539509 791618 17.04% 1.948%
3 5.561 301 304 306 rBVY 1629959 2203473 47 .42% 5.422%
4 5.881 330 332 338 rvB2 35033 47299 1.02% 0.116%
5 6.579 384 393 397 rBVY 1899591 2165286 46.60% 5.328%
6 6.727 403 406 409 rBV 3344243 3174806 68.33% 7.812%
7 6.807 410 413 415 rBV 49353 47302 1.02% 0.116%
8 6.967 424 427 429 rBV 1042126 973269 20.95% 2.395%
9 7.024 431 432 434 rBV 59889 54680 1.18% 0.135%
10 7.127 438 441 443 rBV 2995910 3286411 70.73% 8.087%

11 7.379 453 463 465 rBvY 545951 1804845 38.84% 4.441%
12 7.527 473 476 479 rVB 2216642 2960442 63.72% 7.284%
13 7.630 483 485 487 rVvVv 53060 90062 1.94% 0.222%
14 7.676 487 489 492 rVB3 44890 78460 1.69% 0.193%
15 7.996 511 517 520 rBV3 346498 621503 13.38% 1.529%

16 8.259 537 540 542 rBV 1440815 1316171 28.33% 3.239%

17 8.442 552 556 559 rvB6 27125 50319 1.08% 0.124%
18 8.499 559 561 563 rBV3 33349 60461 1.30% 0.149%
19 8.625 568 572 575 rvv2 400481 684532 14.73% 1.684%
20 8.682 575 577 580 rvv2 35762 48388 1.04% 0.119%
21 8.830 587 590 593 rBvV2 74312 106404 2.29% 0.262%
22 8.887 593 595 597 rBvV 62414 69154 1.49% 0.170%
23 8.933 597 599 600 rBv2 50304 59067 1.27% 0.145%
24 9.070 609 611 612 rBV 41170 48978 1.05% 0.121%
25 9.173 618 620 623 rBv2 68213 87053 1.87% 0.214%

26 9.345 632 635 637 rBVY 4666482 4646274 100.00% 11.433%
27 9.539 649 652 654 rBvV 399948 626393 13.48% 1.541%
28 9.688 662 665 667 rBvV3 44874 109263 2.35% 0.269%
29 9.733 667 669 671 rVB 149693 143722 3.09% 0.354%
30 9.779 671 673 674 rBvV 78341 92984 2.00% 0.229%

31 9.813 674 676 680 rBv2 211060 289126 6.22% 0.711%
32 9.928 683 686 692 rBv4 50845 165918 3.57% 0.408%
33 10.019 692 694 696 rBVY 1525532 1390358 29.92% 3.421%
34 10.236 710 713 714 rBvV2 160155 190680 4._.10% 0.469%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092501.D

Aca On - 26 Jan 2017 2:32 Instrument :
Operator : SJ/MA gmgigamleM'
a?zgle ; 11312-09 CASGWO;’
ALS Vial : 36 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:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.568 741 742 744 rBV 84318 69921 1.50% 0.172%
36 10.808 761 763 766 rBV 2009992 2365009 50.90% 5.819%
37 11.379 811 813 814 rBV 70951 52666 1.13% 0.130%
38 11.505 822 824 827 rBV 1304578 1382139 29.75% 3.401%
39 11.802 848 850 854 rvB 60615 66891 1.44% 0.165%
40 11.939 861 862 869 rVvB6 37616 77798 1.67% 0.191%

41 12.042 869 871 876 rBv2 330274 440610 9.48% 1.084%
42 12.831 938 940 943 rBV 166504 190644 4._.10% 0.469%
43 12.922 946 948 949 rvv 121407 92706 2.00% 0.228%
44 13.105 961 964 966 rBV 4081613 4527827 97.45% 11.141%
45 13.459 993 995 1004 rBV 79833 226828 4._.88% 0.558%

46 13.631 1008 1010 1011 rBV 68396 74297 1.60% 0.183%
47 13.997 1039 1042 1045 rVB 179079 227681 4_90% 0.560%
48 14.145 1053 1055 1058 rBV 1269676 1228613 26.44% 3.023%
49 15.277 1152 1154 1159 rVB2 26938 54718 1.18% 0.135%
50 15.620 1181 1184 1187 rBV 638781 952797 20.51% 2.344%

51 15.665 1187 1188 1192 rVB 34056 47389 1.02% 0.117%

Sum of corrected areas: 40640530
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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:\HPCHEMI\BNA F\DATA\BF012517\

BF092501.D

26 Jan 2017 2:32

SJ/MA

11312-09

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF092501.D

6.73
7.13

7.53

6.58
5.56

5.14 7.38

0
Time-->

5.00

7.50

Abundance

4000000

3000000

2000000

1000000
8.00

TIC: BF092501.D
13.11

10.81

10.02

8.26

8.62

9.54

11.50

11.3

12.04

9: .9

.68 B9 17

10.24 10.57

11.80.9

1218892

13.463.63

0

8815

T
Time--> 8.00

13.50

12.00 12.50 13.00

10.50 11.00 11.50

8.50 9.00

9.50

10.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF092501.D

14.15

15.62

14.00

15.28 67

14

Time-->

.00

18.00 18.50

16.50 17.00 17.50

14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

5.14 16.27 ng 791618 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 267 (5.139 min): BF092501.D (-265) (-) m/z 43.10 100.00%
31
5000 591
101.1
4.80 5.00 5.20 5.40
Ol i SLOJL 671 831 ] 77 59.10  51.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R L U
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.10 15.65%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.80 500 520 540
5000 41.0 m/z 101.10 13.63%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L B L B L
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.65%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.73 Concentration Rank 2

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

6.73 65.24 ng 3174810 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 406 (6.727 min): BF092501.D (-403) (-) m/z 132.10 100.00%
132.1
5000 68.1
00 sy || o ko b0 7ho
Obrrrrrrrprerr e b e e S b RS b | mMZZ 68,10 45.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR UE ARRE
6.40 6.60 6.80 7.00
210 510 m/z 134.10 32.81%
0 ‘ 1 H 1 L 1
U NSRRI AR I UL L N LA RIS BURSS BULSS SRR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.96%
33.0 44.0 105.0
. s60 ° 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole D e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.05%
5000
104.0
ol 140 270 39.0 510 000 770 g9 || 1150 “
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Heptanoic acid Concentration Rank 3

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

7.38 37.09 ng 1804850 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 62
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 59

Abundance Scan 463 (7.379 min): BF092501.D (-453) (-) m/z 60.00 100.00%
60.0
5000
43.1
8rd 7.00 7.20 7.40 7.60 7.80
o LJL.,-:|...,'.1.1?-.1,....,....,....,....,297.-9. m/z 73.10 47.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12979: Heptanoic acid
60.0
5000
41.0 7.00 7.20 7.40 7.60 7.80
87.0 m/z 43.10 35.05%
ol H Ml msoweo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
7.00 7.0 7.40 7.60 7.80
5000 m/z 41.10 33.21%
27.0
43.0
87.0
O'I'”'I""I""P"%q%q"l'”'l""I"'W""I"'
m/z--> 20 40 60 80 100 120 140 160 180 200 L_,AJJV\N\_A
Abundance #4158: Pentanoic acid
60.0 7.00 7.20 7.40 7.60 7.80
m/z 55.05 27 .77%
5000
‘Il L_JL'\/N
0||2|6“Tlpll‘|ml‘ll‘l"lll‘l|8IZ:OI:!-(?2|.QII|IIII|III|||||||||||||||| —v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—|
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 2-Heptanol, 5-methyl- Concentration Rank 5

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

8.62 10.40 ng 684532 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol. 5-methvl- 130 C8H180 054630-50-1 53
2 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 27
3 Octane. 4-chloro- 148 C8H17ClI 000999-07-5 27
4 cis-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-69-3 27
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 27

Abundance Scan 572 (8.625 min): BF092501.D (-568) (-) m/z 55.10 100.00%
43.1 931
73.0
5000
841 97.0 IR RS R
[ A P T e
O e e e e e b e e e m/z 43.10 83.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13242: 2-Heptanol, 5-methyl-
45.0
5000 IR RS R
700 8.20 8.40 8.60 8.80 9.00
29.0 7.0 m/z 45.05 73.12%
N e e
0..,%?I?,..ﬂl,...jilla.,n..w,.”.hh...,.MM.,...M,...%}?29.,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 70.0
42.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 64 .02%
83.0 112.0
97.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #22129: Octane, 4-chloro- LA DL BN A B N L
41.0 8.20 8.40 8.60 8.80 9.00
28.0 5.0 00 m/z 73.00 55.73%
5000
83.0
‘ 112.0
RN N O S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Propanoic acid, 2-methyl-, ... Concentration Rank 6

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

9.54 9.01 ng 626393 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. decvl... 228 C14H2802 005454-22-8 64
2 Silane. methoxvtrimethvl- 104 C4H120Si 001825-61-2 59
3 Methanethioamide. N.N-dimethvl- 89 C3H7NS 000758-16-7 59
4 3-Hvdroxvdecanoic acid 188 C10H2003 033044-91-6 56
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 56

Abundance Scan 652 (9.539 min): BF092501.D (-649) (-) m/z 89.00 100.00%
.0
5000
T III/\'I"" rrrrprTrTe
9.20 9.40 9.60 9.80
1 1411
ol et 1641 m/z 71.00  62.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75108: Propanoic acid, 2-methyl-, decy! ester
43.0 89.0
71.0
5000
9.20 9.40 9.60 9.80
‘ 140.0 m/z 43.10 58.26%
‘ ‘ 112.0
Ouuuuluhuu‘i‘l::”:l H . ‘H‘M Illl‘ll ||||l|||||||||1|8|5:C|)|||||||2|2|8|0|
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
89.0
o 920 940 9.60 980
5000 ' m/z 55.10 53.13%
0 31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2148: Methanethioamide, N,N-dimethyl- B B
89.0 9.20 9.40 9.60 9.80
44.0 m/z 41.10 32.42%
5000
15.0 ‘
L N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80

8270-BF012417.M Thu Jan 26 16:34:41 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown9.81 Concentration Rank 8

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

9.81 4.16 ng 289126 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Diazaspiro(2.5)octane 112 C6H12N2 000185-79-5 25
2 2-Heptenal. (2)- 112 C7H120 057266-86-1 22
3 9-Octadecenal 266 C18H340 005090-41-5 14
4 4-Octanol. 7-methvl- 144 C9H200 033933-77-6 14
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 11

Abundance Scan 676 (9.813 min): BF092501.D (-674) (-) m/z 55.10 100.00%
1
5000
N 116 ok SHD B0 10,05 1020
o} : m/z 41.10 77.58%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6130: 1,2-Diazaspiro(2.5)octane
41.0 83.0
5000 RN IR LU LN B
111.0 9.40 9.60 9.80 10.00 10.20
m/z 73.00 70.95%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
83.0 9.40 9.60 9.80 10.00 10.20
5000 ' m/z 69.10 54 _.25%
. 60.0 112.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98119: 9-Octadecenal A o
41.0 9.40 9.60 9.80 10.00 10.20
m/z 83.10 54 _.20%
5000 69.0
Ol""l H “ \\M\\Inm‘ H\llz-}lo :!-|5|2|0|||| — ””??IS.IC?II” .
m/z-> 20 40 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown9.93 Concentration Rank 13

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

9.93 2.39 ng 165918 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 49
2 Silane. (4-ethvilphenvD)trimethvl- 178 C11H18Si 017988-50-0 49
3 Propofol 178 C12H180 002078-54-8 43
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 43
5 Hydratropamide, .alpha.-methyl- 163 C10H13NO 000826-54-0 43

Abundance Scan 686 (9.928 min): BF092501.D (-683) (-) m/z 163.10 100.00%
168.1
5000
411 55.1 91.0 135.1
7.0 115.1 ot | 11 9.60 9.80 10.00 10.20
o} m/z 135.10 27 .62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41005: Benzoic acid, p-tert-butyl-
163.0
5000 AR UL SRR
9.60 9.80 10.00 10.20
410 91.0 135.0 178.0 m/z 91.05 24 .52%
o 270 | | 630 70 1150 1490 |
miz--> B d e g o o uo 1o 1%
Abundance
163.0
'9.60 9.80 10.00 1020
5000 m/z 55.10 22 .15%
o 29.0 43.0 59.0 74.0 91.0105.0119.0133.0148.0 178.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41205Pr0p0f0| LA L L L L BN |
168.0 9.60 9.80 10.00 10.20
m/z 95.10 21.71%
5000
178.0
o 27.0 41.0 wo?ﬁ)mﬁlmoﬁ(xﬁﬁwo
s 20 4 8o o 1o 10 1o i '9.60 9.80 10.00 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Undecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.74 ng 190680 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 58
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Cyclohexanebutanoic acid 170 C10H1802 004441-63-8 43
Abundance Scan 713 (10.236 min): BF092501.D (-710) (-) m/z 60.00 100.00%
431 60.0
5000
85.1 1291 4g7y A A
1.1 10.00 10.20 10.40 10.60
78.1 )
o 200.2 m/z 73.00 97.37%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60.0
43.0
5000 LR I LU BRI B
27l 10 00 10 20 10 40 10 60
85.0 129.0 m/z 43.10 84.23%
| O
0 ...lul‘. .‘i‘l“.‘.”l“‘.“l‘ IH‘I : .Hl‘. ...|l“...|....‘.|....|.‘...|..
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
43.0 IR PN BN SRR B
10.00 10.20 10.40 10.60
5000 129.0 m/z 55.10 69.32%
85.0 ' 157.0
27,0 101.0
. 183.0 200.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28744: Nonanoic acid R Bl BamaE B L
60.0 10.00 10.20 10.40 10.60
m/z 41.10 64 .56%
41.0
5000
115.0
H ]
o150 L ML T 0 a0 o
m/z--> 200 40 60 80 100 120 140 160 180 200 10 00 10 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.04 6.38 ng 440610 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 871 (12.042 min): BF092501.D (-869) (-) m/z 43.10 100.00%
43.1 73.1
5000
o7 1 129.1 e
' 157.1 1851 213.2 35,2 256.3 11.80 12.00 12.20 12.40
O vl T m/z 60.00 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R S B U B
nmnmnmnm
1290 2560 m/z 73.10 85.19%
0 Y S T L e
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
3.0 "' 11180 12.00 12.20 12.40
5000 m/z 57.10 76.41%
1290 171.0
98.0 : 214.0
ol 180 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #46617: Undecanoic acid e RARREEE RS
60.0 11.80 12.00 12.20 12.40
m/z 55.10 70.97%
5000 29.0 \Aﬂxxﬁaﬁx\nﬁ\Nﬁ\_”VMNAAJVJWJ\
o} S E A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Dodecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.83 3.10 ng 190644 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecane 156 C11H24 001120-21-4 25

Abundance Scan 940 (12.831 min): BF092501.D (-938) (-) m/z 57.10 100.00%
57.1
5000 MMMW
% "' 1260 1280 13.00 13.20
0! i m/z 43.10 97 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid
73.0
43.0
5000 LS BRI BULELLN BN L
129.0 200.0 12. 60 12. 80 13. 00 13. 20
157.0 ' m/z 73.00 84.13%
‘ ‘ 101.0 ‘
MECL: I |t A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
"' 1260 12.80 13.00 13.20
5000 129.0 m/z 60.00 82.23%
970 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid R B B e B
43.0 , 73.0 12.60 12.80 13.00 13.20
m/z 55.10 78.14%
5000 129.0 qbeAAvA,JAJAVAﬂ*¢M"JWVA
185.0
97.0
. 180 LJM, 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "iééd iééd iédoliééd
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 9-Octadecenoic acid, 12-hyd... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.46 3.69 ng 226828 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. 12-hvdroxv- 298 C18H3403 007431-95-0 80
2 Ricinoleic acid 298 C18H3403 000141-22-0 78
3 Oxacvclododecan-2-one 184 C11H2002 001725-03-7 64
4 Chloromethvl 8-chloroundecanoate 268 C12H22CI1202 080418-94-6 47
5 3-Chloropropionic acid, pentadec... 318 C18H35CI02 1000281-77-6 27
Abundance Scan 995 (13.459 min): BF092501.D (-993) (-) m/z 55.10 100.00%
1 W\,\/‘A,\’\/\AW\’\
5000
97.1
1241 1662 2102 2442 2701 13.20 13.40 13.60 13.80
o} : m/z 41.10 40.27%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116568: 9-Octadecenoic acid, 12-hydroxy-
58.0
5000 98.0 166.0 U SUNIUBN IR SN I
13.20 13.40 13.60 13.80
20,0 m/z 43.10 37 .05%
ol 950 2230 25602800
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
13120 13.40 13.60 13.80
5000 m/z 69.10 30.58%

97.0

124.0 166.0
0 195.0217.0  256.0280.0

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

Abundance #45173: Oxacyclododecan-2-one A AREmmamET
13.20 13.40 13.60 13.80

m/z 97.10 29.64%

5000

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

I T I I
13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092501.D

Aca On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.00 3.71 ng 227681 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 90
Abundance Scan 1042 (13.997 min): BF092501.D (-1039) (-) m/z 57.10 100.00%
5711 831
5000 J\MALJ\M
139.2 13.60 13.80 14.00 14.20 14.40
o.”,””ﬂ..“ 163.1 196.1222.1 257.2 n/7 5510 38 00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LRSI SURIL BURIL B
29.0 13.60 13.80 14.00 14.20 14.400
195.0 m/z 83.10 84.74%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 13.60 13.80 14.00 14.20 14.40
5000 970 m/z 43.10 82.88%

1250 169.0195.0 224.0 252.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)- A REAmE EEa
55.0 13.60 13.80 14.00 14.20 14.40

m/z 97.10 70.19%
83.0
5000
29.0 111.0
ok 1 It 139.0 167.0 196.0 223.0 252.0 280.0

SR - N
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 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\
Data File : BF092501.D

Acq On : 26 Jan 2017 2:32

Operator : SJ/MA

Sample : 11312-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 16.3 ng 791618 1 6.97 973269 20.0
unknown6.73 6.73 65.2 ng 3174810 1 6.97 973269 20.0
Heptanoic acid 7.38 37.1 ng 1804850 1 6.97 973269 20.0
2-Heptanol, 5-met. .. 8.62 10.4 ng 684532 2 8.26 1316170 20.0
Propanoic acid, 2... 9.54 9.0 ng 626393 3 10.02 1390360 20.0
unknown9.81 9.81 4.2 ng 289126 3 10.02 1390360 20.0
unknown9 .93 9.93 2.4 ng 165918 3 10.02 1390360 20.0
Undecanoic acid 10.24 2.7 ng 190680 3 10.02 1390360 20.0
n-Hexadecanoic acid 12.04 6.4 ng 440610 4 11.50 1382140 20.0
Dodecanoic acid 12.83 3.1 ng 190644 5 14.15 1228610 20.0
9-Octadecenoic ac... 13.46 3.7 ng 226828 5 14.15 1228610 20.0
1-Docosene 14.00 3.7 ng 227681 5 14.15 1228610 20.0
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