LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\
Data File : BF099496.D
Acq On : 15 Oct 2017 00:19 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22Ie - 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 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-BF092317 .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 5.087 507 510 525 rBVY 339123 460349 16.56% 2.020%
2 5.487 573 578 581 rBV 2435418 2430965 87.42% 10.667%
3 6.493 744 749 767 rBV 2229611 2605826 93.71% 11.434%
4 6.628 767 772 775 rBV 2754693 2562061 92.14% 11.242%
5 6.851 807 810 818 rVvB 682384 548713 19.73% 2.408%
6 7.010 833 837 840 rBV 2231642 2031809 73.07% 8.915%
7 7.422 902 907 910 rBV 1563199 1602430 57.63% 7.031%
8 8.134 1024 1028 1039 rBVY 883550 748985 26.94% 3.286%
9 9.210 1205 1211 1214 rBV 2979835 2780633 100.00% 12.201%
10 9.604 1274 1278 1289 rBV 461531 439464 15.80% 1.928%

11 9.886 1322 1326 1338 rVB2 893920 804010 28.91% 3.528%
12 10.680 1457 1461 1470 rBV 1471570 1375037 49.45% 6.033%
13 11.375 1576 1579 1585 rBV 775022 727086 26.15% 3.190%
14 12.957 1844 1848 1852 rBV 2020238 1944077 69.91% 8.530%

15 13.839 1995 1998 2002 rBV2 84814 94963 3.42% 0.417%
16 14.016 2025 2028 2037 rVB 457077 491597 17.68% 2.157%
17 14.104 2040 2043 2047 rVB3 27553 29307 1.05% 0.129%
18 14.474 2102 2106 2115 rVB6 41133 89392 3.21% 0.392%
19 15.098 2209 2212 2216 rBV3 36122 54199 1.95% 0.238%
20 15.492 2274 2279 2292 rVB 365224 542128 19.50% 2.379%
21 15.680 2308 2311 2314 rBvV4 31556 47310 1.70% 0.208%
22 15.910 2346 2350 2355 rVB2 47383 70361 2.53% 0.309%
23 16.404 2431 2434 2439 rVB2 36853 58771 2.11% 0.258%
24 16.992 2530 2534 2541 rBV3 30798 59891 2.15% 0.263%

25 18.315 2752 2759 2769 rBVS8 65451 191264 6.88% 0.839%

Sum of corrected areas: 22790628
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101417\

BF099496.D

15 Oct 2017 00:19

SJ/JU

15853-01 FK-BPM-02-003-ABCD
26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099496.D
6.63

5.49

6.49 7.01

7.42

6.85

5.09

0
Time-->

5.00

5.50

6.00

6.50

7.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF099496.D

12.96

10.68

9.89
11.37

9.60

Or——
Time-->

13.50

12.00 12.50

13.00

9.50 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

14.02

13.84 14 10

TIC: BF099496.D

15.49

14.47 15.10 15.6815.91 16.40 16.99 18.32

Time-->

14.00

19.00

18.00 18.50

16.00 16.50

17.00 17.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

ﬁ?ggle i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 16.78 ng 460349 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Allyl acetate 100 C5H802 000591-87-7 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 511 (5.093 min): BF099496.D (-507) (-) m/z 43.00 100.00%
43
59
5000
101 SSRGS ———
m.ﬂJ 83 . 480 500 520 540 '
) R R SR AN AR RRARA RAREA RSN AARAN LALA SALRS ARSI RARRY m/z 59.00 58.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 LR R L L I
59 480 500 520 5.40
m/z 101.00 21.74%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.37%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L B L B
43 480 5.00 5.20 5.40
m/z 41.00 9.02%
5000
101
15
A |
0'”I”'W”Jd'”W'L'PJ'P”'P”'PgﬁP'”ﬁ””I”'W'”W'”W'“'I USSR LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

ﬁ?ggle i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 2 unknown6.63 Concentration Rank 1

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

6.63 93.38 ng 2562060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF099496.D (-767) (-) m/z 132.00 100.00%
5000 68
6 rrTTTTTT T T T T T T T T
40 ,_ 54 75 104 6.20 6.40 6.60 6.80 7.00
1 = A -1 A W = L TN N m/z 68.10 36.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IS L S UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.23%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.10%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e

132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 _.12%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

ﬁ?ggle i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Trifluoroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.86 ng 94963 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1998 (13.839 min): BF099496.D (-1995) (-) m/z 57.10 100.00%
7
5000 mMMPMJ\MANApJAANWWV\AWRWIJfMj
3 45 181 291 259 " 13160 1380 14.00 14.20
o’ S S B m/z 83.10 95.93%
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 111 LN BRI SN IR I
13.60 13.80 14.00 14.20
29 m/z 55.05 95.33%
o | | 1140 18 210 p372% a0
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 HRIRA UURN SUNIUE BRI SR
13.60 13.80 14.00 14.20
5000 11 m/z 97.10 89.01%
29
I 00 O T < N
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane b RRREE EE s
57 13.60 13.80 14.00 14.20
97 m/z 69.05 86.38%
5000
29 125
oLl d g || | 154 19 224 250269 g0 I
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

Sample - 15853-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 5 Trifluoroacetoxy hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.64 ng 89392 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 76
3 Octacosyl acetate 452 C30H6002 018206-97-8 74
4 Behenic alcohol 326 C22H460 000661-19-8 74
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 74
Abundance Scan 2105 (14.468 min): BF099496.D (-2102) (-) m/z 43.00 100.00%
a3
83
5000
le1 185211 14.20 14.40 14.60 14.80
ol m/z 57.00 96.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 L I SR UM IR
14.20 14.40 14.60 14.80
29 125 m/z 55.00 68.51%
oL i | “ ‘H ] I15f‘..1.96.2??.,?‘?9..,??9.,....,....,.
m/z--> 50 250 300 350 400 450
Abundance
43
69 R DAL SN L SR
97 14.20 14.40 14.60 14.80
5000 m/z 83.10 68.12%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate i B
43 97 14.20 14.40 14.60 14.80
m/z 69.10 57.32%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> 5'0 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF092317.M Mon Oct 16 01:57:52 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

ﬁ?ggle i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.60 ng 70361 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
3 Heptadecane 240 C17H36 000629-78-7 74
4 Heneicosane 296 C21H44 000629-94-7 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 2350 (15.910 min): BF099496.D (-2346) (-) m/z 57.10 100.00%
57
71
5000
127141155171185 203 233 557282 15.60 15.80 16.00 16.20
0 m/z 71.10 73.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57
71
43 85
5000 U A SO U DU
15 60 15. 80 16. oo 16.20
99 m/z 85.10 60.23%
L7z “ ‘ [ d ” 1271411§5169183197211225239253 282
m/z--> 25 45 65 ab 160 150 140 1éo 180 200 220 240 2éo 2éo
Abundance
57
43 71 U R SR BN BN
85 15.60 15.80 16.00 16.20
5000 m/z 43.10 47 .18%
29 0 o M 168
0 154 | 183197211225239253267 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane LA L LB L N N BN |
57 15.60 15.80 16.00 16.20
43 71 m/z 113.10 25.83%
85
5000
29 99
Jis || |12 127141155169183197211 240
m/z--> 25 45 65 éo 160 150 140 160 180 200 220 240 2éo 2éo 1560 1580 1600 1620 !
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

Sample - 15853-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 7 Hentriacontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.40 2.17 ng 58771 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Hexadecane 226 Cl16H34 000544-76-3 59
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 59

Abundance Scan 2433 (16.398 min): BF099496.D (-2431) (-) m/z 71.05 100.00%
7
43
5000
99 RRAREESS SRS e
| I 125 156 189 215 281 16.00 16.20 16.40 16.60 16.80
ol L, ey 1 | m/z 57.10 98.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 UL AR B SR B
16.00 16.20 16.40 16.60 16.80
13 m/z 85.05 62.80%
0 | M 1 H w1?1‘1§9‘197 225 253 281 309 337 365 437
m/z--> 50 150 200 250 300 350 400 '
Abundance
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 43.10 57 .95%
113
0 155 183 211 253 281
mz-> 50 100 150 200 250 300 350 400
Abundance #105904: Pentadecane, 2,6,10-trimethyl- T
57 16.00 16.20 16.40 16.60 16.80
m/z 55.05 30.64%
5000
85
. DL e 3 o e
m/z--> 50 100 150 200 250 300 350 400 ' 16.00 16.20 16.40 16.60 16.80

8270-BF092317.M Mon Oct 16 01:57:54 2017
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF101417\

BF099496 .D

15 Oct 2017 00:19

SJ/Ju

15853-01

26 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, butyl decyl... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.99 2.21 ng 59891 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 53
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
3 Eicosane 282 C20H42 000112-95-8 52
4 Undecane 156 C11H24 001120-21-4 50
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 50

Abundance Scan 2534 (16.992 min): BF099496.D (-2530) (-) m/z 57.00 100.00%
57
71
5000 43 85
n3 —
| | 128141155169 192207, 283 16.60 16.80 17.00 17.20 17.40
O e ..'.~.~,--.-..:'| R T e A T P m/z 71.10 62.06%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125656: Sulfurous acid, butyl decyl ester
57
5000 71 85 AL SRR S SRR B
43 16.60 16.80 17.00 17.20 17.40
29 m/z 85.05 50.02%
99 141
S N 3 HE—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
7 16.60 16.80 17,00 17.20 17.40
5000 43 85 m/z 43.05 41.53%
99113 141
o 155170
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane B B o e
57 16.60 16.80 17.00 17.20 17.40
43 m/z 113.10 22.98%
71
5000
85
29 %
o I 4 )3 1}3127141155169183197211225239253 282
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40

8270-BF092317.

M Mon Oct 16 01:57:55 2017

FK-BPM-02-003-ABCD
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

ﬁ?ggle i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 unknownl18.32 Concentration Rank 4

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

18.32 7.06 ng 191264 Perylene-di12 15.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,7,7-Trimethylbicyclo[2.2.1]hep... 207 C13H21NO 1000210-89-8 38
2 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38
3 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 35
4 1,3-Cyclopentadiene, 2,3,4,5-tet... 190 C14H22 1000161-28-7 30
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 27
Abundance Scan 2760 (18.321 min): BF099496.D (-2752) (-) m/z 135.05 100.00%

8l 9 135 189
109
55
175 207
5000 41 1ho
229 282 RN NS BUARA BN
| I 18.00 18.20 18.40 18.60
Ob e m/z 81.00 97.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66960: 4,7,7-Trimethylbicyclo[2.2.1]heptan-2-one O-allyloxim
41

18.IOO 18!20 18.I40 18!60
m/z 95.00 92.40%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107 123 206
41 81 R R e
18.00 18.20 18.40 18.60
5000 %5 163 191 m/z 189.05 85.06%
149 177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...

18.00 18.20 18.40 18.60
m/z 107.05  83.35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101417\

Data File : BF099496.D

Acq On : 15 Oct 2017 00:19

Operator : SJ/JU

3?22'6 i 15853-01 FK-BPM-02-003-ABCD
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 16.8 ng 460349 1 6.85 548713 20.0
unknown6.63 6.63 93.4 ng 2562060 1 6.85 548713 20.0
Trifluoroacetic a... 13.84 3.9 ng 94963 5 14.02 491597 20.0
Trifluoroacetoxy ... 14.47 3.6 ng 89392 5 14.02 491597 20.0
Eicosane 15.91 2.6 ng 70361 6 15.49 542128 20.0
Hentriacontane 16.40 2.2 ng 58771 6 15.49 542128 20.0
Sulfurous acid, b... 16.99 2.2 ng 59891 6 15.49 542128 20.0
unknown18.32 18.32 7.1 ng 191264 6 15.49 542128 20.0
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