LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 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-BF083116.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 1.633 3 4 13 rVB 347144 630608 13.35% 1.274%
2 1.747 13 14 26 rBvV 1897679 3933963 83.31% 7.948%
3 2.398 69 71 75 rvB 34946 57576 1.22% 0.116%
4 4.776 276 279 289 rVB 674031 1094192 23.17% 2.211%
5 5.222 314 318 320 rBV 3462353 4444712 94.13% 8.980%
6 6.285 407 411 413 rBV 3219002 4722068 100.00% 9.540%
7 6.399 418 421 424 rVvV 3738241 3922186 83.06% 7.924%
8 6.639 439 442 444 rBV 1063552 1167284 24.72% 2.358%
9 6.787 453 455 458 rBV 2763222 3213814 68.06% 6.493%
10 7.199 488 491 494 rBvV 2311384 2498920 52.92% 5.049%
11 7.325 498 502 508 rBv 52527 97082 2.06% 0.196%
12 7.668 527 532 535 rBV2 35659 59133 1.25% 0.119%

13 7.919 552 554 556 rBV 1654055 1423945 30.16% 2.877%
14 8.993 645 648 651 rBVY 3213506 4680149 99.11% 9.455%

15 9.130 658 660 662 rBvV 77132 75603 1.60% 0.153%
16 9.393 681 683 686 rBVY 1745860 1712825 36.27% 3.460%
17 9.622 699 703 704 rBV 70148 63467 1.34% 0.128%
18 9.668 704 707 709 rvv 1513973 1588503 33.64% 3.209%
19 10.091 738 744 745 rBV 27899 47817 1.01% 0.097%

20 10.113 745 746 748 rVB 140896 126114 2.67% 0.255%

21 10.331 762 765 769 rBvV 45968 95650 2.03% 0.193%
22 10.445 772 775 778 rVvV 2580602 2567783 54.38% 5.188%
23 10.582 786 787 794 rBV 143564 220964 4.68% 0.446%
24 11.028 824 826 828 rBV 73513 78576 1.66% 0.159%
25 11.131 833 835 838 rBV 1448596 1419813 30.07% 2.868%

26 11.382 855 857 862 rBvV 581373 679785 14.40% 1.373%
27 11.451 862 863 866 rvB 35919 50281 1.06% 0.102%
28 11.691 882 884 885 rBV 60341 66945 1.42% 0.135%
29 12.194 926 928 936 rBV 899817 1530189 32.41% 3.091%
30 12.719 971 974 976 rBV 3947295 3766082 79.75% 7.609%

31 12.971 992 996 998 rBV2 36842 76718 1.62% 0.155%
32 13.177 1012 1014 1017 rBV 117762 133828 2.83% 0.270%
33 13.634 1051 1054 1058 rBV 222335 326507 6.91% 0.660%
34 13.748 1062 1064 1073 rVB 1435145 1404918 29.75% 2.838%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.274 1105 1110 1115 rBvV4 25816 76812 1.63% 0.155%
36 14.605 1137 1139 1141 rBV 81992 96305 2.04% 0.195%

37 15.017 1170 1175 1179 rBV5 28995 103454 2.19% 0.209%
38 15.097 1179 1182 1185 rVB 1025395 1104044 23.38% 2.230%

39 16.663 1316 1319 1329 rVBS8 20676 90354 1.91% 0.183%
40 18.537 1476 1483 1489 rVB8 12507 48846 1.03% 0.099%
Sum of corrected areas: 49497815
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090216\

BF089977.D

2 Sep 2016 16:15

UM/SsJ

H4675-03

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 18.75 ng 1094190 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 279 (4.776 min): BF089977.D (-276) (-) m/z 43.05 100.00%
43
5000 59
101 LR RN LN U
440 460 4.80 5.00 5.20
e Bt B3 eo 88| 7759010 49.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RN LN U
59 4.40 4.60 4.80 5.00 5.20
m/z 58.10 16.02%
15 31 101
.25 % 37 53 83 \
miz--> R P I NS N N N
Abundance
43
440 460 480 500 520
5000 m/z 101.10 15.74%
58
L7 g 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R N Rama b
43 440 460 4.80 5.00 5.20
m/z 41.10 8.65%
5000 57
1 ALosnll st 73
m/z--> 10 20 3'0 4'0 50 60 70 8 9 100 110 440 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.40 Concentration Rank 2

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

6.40 67.20 ng 3922190 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 421 (6.399 min): BF089977.D (-418) (-) m/z 132.10 100.00%
5000 68
© s |l % ob0 650 6.4 650 650
SN NSRS 2N N - O | N m/z 68.10 42.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 INUABERRERE SRR SRS N
6.00 6.20 6.40 6.60 6.80
m/z 134.10 31.94%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 27 .11%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl T R L
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 16.93%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN N
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.58 3.11 ng 220964 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 80
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
4 Heneicosane 296 C21H44 000629-94-7 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 787 (10.582 min): BF089977.D (-786) (-) m/z 57.10 100.00%
57
5000
4 85
113 10.20 10.40 10.60 10.80 11.00
,,\J,',',,l‘” e e || m/z 43.05  75.47%
m/z--> mmmmmmmmmmmmmmmm
Abundance #83025: Hexadecane
57
5000 AR AR SRR PR B
g5 10 20 10. 40 10. 60 10 80 11. oo
4 m/z 71.10 48.80%
2# L (. ‘113 141 169 197 226

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

Abundance
43
L
71 10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 32.41%
97
27 113 141 168 197 231 261
m@mmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48837: Nonane, 5-butyl- L o N REmaE B
43 71 10.20 10.40 10.60 10.80 11.00
m/z 85.10 30.60%
5000 126
197 | 155 184
R R RAAaaaasaeE e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.38 9.58 ng 679785 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 5-Tetradecene, (2)- 196 C14H28 041446-62-2 94
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 857 (11.382 min): BF089977.D (-855) (-) m/z 55.10 100.00%
A | 69 g3
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—!
125 11.00 11.20 11.40 11.60 11.80
SN W 140154168 196 m/z 43.10 95.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43
83
29 11.00 11.20 11.40 11.60 11.80
m/z 57.10 79 .49%
Iy

125
1 140154168182196 224
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55

11.00 11.20 11.40 11.60 11.80

5000 69 m/z 41.10 75.79%
83
27 97
111
125139153167181 -0
Wmmmmﬂwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #224101: 4-Heptafluorobutyryloxyhexadecane R s ey e ]
11.00 11.20 11.40 11.60 11.80
m/z 69.10 70.18%
5000
2 111
125 150 169183 200 224
DR B e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.19 21.55 ng 1530190 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 928 (12.194 min): BF089977.D (-926) (-) m/z 43.10 100.00%

69

5000

|

11.80 12.00 12 20 12. 40 12 60

154
19 224 m/z 55.10 97.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 \\

125

Abundance #155046: 1-Heneicosanol
55 83

11,80 12.00 12.20 12.40 12.60
m/z 57.10 86.00%

29
Il 139 167 196 220238 266 294
S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83

5000

5000

2

t Il

137194 182 505 207 328

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

4 11. 80 12.00 12.20 12.40 12.60
5000 m/z 41.10 72.74%
111
22 139 168 196 223 252 280
Wmmrmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #180910: Pentafluoropropionic acid, tridecyl ester T EREREES S e e

11.80 12.00 12

20 12. 40 12 60

m/z 69.05

69.97%

!

11. 80 12. 00 12

20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.65 ng 326507 Chrysene-di2 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Octacosanol 410 C28H580 000557-61-9 91
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 1054 (13.634 min): BF089977.D (-1051) (-) m/z 57.10 100.00%
sl7
- i ‘ J\VAA&\A\/vyj\\¢A\/\J«ﬁjﬂﬂ
111
RIS SN BRI SRR B
139 13.40 13.60 13.80 14.00
| l Aneres 29— m/Z 43.10 90.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LR IS UM IR B
111 13.40 13.60 13.80 14.00
29 m/z 55.10 78.30%
169
II\IMIw “ ‘ ‘\ ‘\ \‘\ h |||||2:!-0||2$|8||2|8?|||||||||||||4|34
m/z--> 50 200 250 300 350 400
Abundance
57
o1 RIS SN SR UL B
13.40 13.60 13.80 14.00
5000 m/z 83.10 66 .88%
125
29 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R AR Em e
57 13.40 13.60 13.80 14.00
97 m/z 97.10 57.74%
125
29
Lk l ‘ HL (154 196 224 269 370
m/z--> §0 160 150 260 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089977.D

Acq On : 2 Sep 2016 16:15

Operator : UM/SJ

Sample : H4675-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.78 18.8 ng 1094190 1 6.64 1167280 20.0
unknown6 .40 6.40 67.2 ng 3922190 1 6.64 1167280 20.0
Hexadecane 10.58 3.1 ng 220964 4 11.13 1419810 20.0
1-Hexadecanol 11.38 9.6 ng 679785 4 11.13 1419810 20.0
1-Heneicosanol 12.19 21.6 ng 1530190 4 11.13 1419810 20.0
Heptadecyl heptaf... 13.63 4.7 ng 326507 5 13.75 1404920 20.0
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