LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012417\

Data File : BF092445.D

Aca On : 24 Jan 2017 22:46 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : 11382-03 FK-GF-01-001-B

ALS Vial : 26 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 5.162 265 269 280 rVB 1637023 2567781 42.72% 4 .990%
2 5.573 301 305 307 rBVY 3909556 6010242 100.00% 11.680%
3 6.590 390 394 397 rBVY 4209140 5689709 94.67% 11.057%
4 6.739 403 407 409 rBV 4519270 5783045 96.22% 11.239%
5 6.967 424 427 429 rBV 1161428 989245 16.46% 1.922%
6 7.127 438 441 443 rBV 4273383 4236344 70.49% 8.233%
7 7.539 473 477 479 rBY 2688648 4016751 66.83% 7 .806%
8 8.259 537 540 542 rVB 1483330 1355436 22.55% 2.634%
9 9.345 632 635 638 rBY 4866639 5632032 93.71% 10.945%
10 9.733 667 669 671 rBV 308554 332262 5.53% 0.646%

11 10.031 692 695 697 rvB 1032952 1467700 24.42% 2.852%
12 10.465 729 733 734 rBV 116388 139367 2.32% 0.271%
13 10.682 749 752 753 rBV 51631 61386 1.02% 0.119%
14 10.819 760 764 766 rBV 2898687 3440010 57.24% 6.685%
15 10.934 772 774 779 rVB 191017 211027 3.51% 0.410%

16 11.379 811 813 815 rBV 109299 114533 1.91% 0.223%
17 11.516 822 825 827 rBV 1227146 1460297 24.30% 2.838%
18 12.042 868 871 878 rBvV 206315 249055 4.14% 0.484%
19 12.831 937 940 946 rBV2 41168 75638 1.26% 0.147%
20 13.105 961 964 967 rBV 4596528 5047645 83.98% 9.809%

21 13.997 1040 1042 1046 rBvV 258000 287780 4._.79% 0.559%
22 14.145 1053 1055 1058 rVB 1159621 1131932 18.83% 2.200%
23 14.625 1094 1097 1100 rBv4 38454 70460 1.17% 0.137%
24 15.014 1129 1131 1134 rBV 107708 136155 2.27% 0.265%
25 15.631 1182 1185 1187 rBV 562795 881732 14.67% 1.714%

26 16.648 1271 1274 1280 rVB2 31125 69456 1.16% 0.135%

Sum of corrected areas: 51457020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012417\

BF092445_.D

24 Jan 2017 22:46

UmM/sJ

11382-03

26 Sample Multiplier: 1

Z:\HPCHEMI\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: BF092445.D
6.74

6.59 7.13

5.57

5.16
6.97
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0
Time-->
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4000000

3000000
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1000000

TIC: BF092445.D

10.82

8.26
11.52
10.03

12.04 1283

0

T
Time--> 8.00
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13.00

8.50

9.00 10.50 11.00

13.50
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4000000

3000000

2000000

1000000

TIC: BF092445.D

14.15

15.63

14.63

15.01
AN

16.65

0
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16.00

Time-->

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 3

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

5.16 51.91 ng 2567780 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
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 269 (5.162 min): BF092445.D (-265) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 G A L JUU
4.80 500 5.20 5.40
Oy S8, SLO |l 601 831 | h/7 59.10  52.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L UL I
59.0 480 500 520 540
m/z 58.10 16.11%
31.0 83.0 93010‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 14 _.79%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-  REam e RRREE
59.0 4.80 500 5.20 5.40
m/z 41.05 8.51%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 unknown6.74 Concentration Rank 1

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

6.74 116.92 ng 5783050 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 407 (6.739 min): BF092445.D (-403) (-) m/z 132.10 100.00%
131
5000 68.1
%0 %1 s Tk ok ok 7h
0! o O B m/z 68.10 39.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e T
410 70 m/z 134.10  33.36%
S I—. ,‘,\‘, TN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 TH0 5o om0 7o
5000 ogo 1160 m/z 66.10 25 .44%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole B R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 15.15%
5000
104.0
0 270 510 %0 490
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo aho aéo a%o 160

8270-BF012417 .M Wed Jan 25 17:49:25 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.89 ng 211027 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 774 (10.934 min): BF092445.D (-772) (-) m/z 57.05 100.00%

57.0
5000

10.60 10.80 11.00 11.20

1132 1411

183.1

0 m/z 43.05 64 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L LB |
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.10 52.47%
0 J il h Ll ‘\113 0 141.0 169.0 282.0
T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e e e Ranaa
10.60 10.80 11.00 11.20
5000 m/z 85.10 34.10%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane A BEEamTan e
57.0 10.60 10.80 11.00 11.20
m/z 41.05 27.97%
5000 85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 3.41 ng 249055 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 871 (12.042 min): BF092445.D (-868) (-) m/z 43.10 100.00%
431 | 731
5000
129.1
97.1 213.2 L UL B I R
157.1 185.1 256.3 11|80 12'00 12'20 12.'40
Ok m/z 73.10 98.25%
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 UL U LRI U
umnmnmnm
1200 2560 m/z 60.00 92.40%
L LT T 15201710 10402130 2370
m/z--> 25 Jo ' 80 100 150 150 1éo 1éo 200 220 250 2éo
Abundance
43.0 | 730
180 1200 1220 1240
5000 m/z 57.10 83.65%
129.0 242.0
97.0 199.
o 15201710 2230
m/z--> 25 Jo éo 85 160 150 1&0 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid A e e e B
73.0 11.80 12.00 12.20 12.40
43.0 m/z 55.05 73.38%
5000 129.0

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 Bromoacetic acid, hexadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 5.08 ng 287780 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1042 (13.997 min): BF092445.D (-1040) (-) m/z 57.10 100.00%

1 g31

>0 /_/\N_L/%’
13.60 13.80 14.00 14.20 14.40
139.2 . . . . .
167.1 209.2
Ot e m/z 43.05 86.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester
43.0
5000 BRI LI L L L L L L L
13.60 13.80 14.00 14.20 14.40
m/z 55.10 86.26%
o \“L\ 1530 19602220 699
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
T
13.60 13.80 14.00 14.20 14.40
5000 111.0 m/z 83.10 80.98%
29.0

139.0 1680  210.0 238.0 266.0 295.0

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene
41,0 13.60 13.80 14.00 14.20 14.40
m/z 69.05 70.49%
- /\A—_J\*//L\'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092445.D

Aca On 24 Jan 2017 22:46

Operator : UM/SJ

Sample : 11382-03

Misc :

ALS Vial : 26 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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.01 3.09 ng 136155 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 1131 (15.014 min): BF092445.D (-1129) (-) m/z 69.10 100.00%
69.1
5000
LR SRR UM DAL B
07.1137.2 14.60 14.80 15.00 15.20 15.40
oL 30 O prsazory  eet1 Shg81.05  50.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LR SRR UM DAL B
14.60 14.80 15.00 15.20 15.40
1370 m/z 41.05 26.37%
0 29.0" _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 95.10 11.52%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0 Wj\{\w
m/z--> 50 100 150 200 250 300 350 400
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R R e e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.10 10.84%
5000
29.0 136.0
0 .“l ‘.‘,‘h.“ .~.Jﬂ(,)5ﬂ.'q.".*. — I]:Qil..IC)ZIZIZ.IC)I SR
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012417\
Data File : BF092445.D

Acq On 24 Jan 2017 22:46

Operator : UM/SJ

Sample - 11382-03

Misc :

ALS Vial : 26 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... 5.16 51.9 ng 2567780 1 6.97 989245 20.0
unknown6 .74 6.74 116.9 ng 5783050 1 6.97 989245 20.0
Eicosane 10.93 2.9 ng 211027 4 11.52 1460300 20.0
n-Hexadecanoic acid 12.04 3.4 ng 249055 4 11.52 1460300 20.0
Bromoacetic acid,... 14.00 5.1 ng 287780 5 14.15 1131930 20.0
Squalene 15.01 3.1 ng 136155 6 15.63 881732 20.0
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