LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 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-BF091117_.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 2.993 151 154 166 rBvY 28397 88620 2.17% 0.235%
2 3.552 243 249 255 rBV2 25062 43978 1.08% 0.116%
3 4.834 463 467 481 rBvV 241924 401623 9.84% 1.064%
4 5.257 535 539 553 rBVY 3963139 4022189 98.51% 10.653%
5 6.304 711 717 732 rBV 3400375 4082989 100.00% 10-.814%
6 6.416 732 736 739 rBV 4198586 4039069 98.92% 10.698%
7 6.640 771 774 781 rBV 998199 872953 21.38% 2.312%
8 6.798 797 801 804 rBV 3143302 2791634 68.37% 7.394%
9 7.216 866 872 875 rBvV 2529123 2514748 61.59% 6.660%
10 7.928 988 993 1005 rBV 1276564 1190207 29.15% 3.152%

11 9.004 1170 1176 1179 rBV 3826530 3638072 89.10% 9.636%
12 9.404 1239 1244 1247 rBV 619145 524177 12.84% 1.388%
13 9.681 1285 1291 1297 rVB 1285764 1293321 31.68% 3.425%
14 10.116 1362 1365 1368 rVB 55869 48424 1.19% 0.128%
15 10.475 1420 1426 1429 rBV 2341586 2452793 60.07% 6.496%

16 10.586 1440 1445 1453 rBV 79053 79225 1.94% 0.210%
17 11.163 1539 1543 1546 rBV 1579977 1344712 32.93% 3.562%
18 12.374 1743 1749 1756 rVB4 26399 49210 1.21% 0.130%

19 12.751 1807 1813 1816 rBV 3970668 3814644 93.43% 10.103%
20 13.639 1961 1964 1972 rBV 334696 404508 9.91% 1.071%

21 13.798 1987 1991 1995 rBV 1307465 1181083 28.93% 3.128%
22 14.274 2066 2072 2078 rBV 146793 211063 5.17% 0.559%
23 14.545 2115 2118 2126 rBV 399647 389046 9.53% 1.030%
24 14.698 2140 2144 2148 rVB 104051 109021 2.67% 0.289%
25 14.868 2169 2173 2175 rBV 151148 159410 3.90% 0.422%

26 14.892 2175 2177 2183 rVB 115341 140905 3.45% 0.373%
27 15.198 2224 2229 2239 rVB 719314 873089 21.38% 2.312%

28 15.398 2259 2263 2267 rBV3 51536 65429 1.60% 0.173%
29 15.604 2293 2298 2303 rBV 108058 157179 3.85% 0.416%
30 15.657 2303 2307 2312 rVV2 43493 70128 1.72% 0.186%
31 15.974 2357 2361 2369 rVB9 47104 87033 2.13% 0.231%
32 16.051 2369 2374 2378 rBV3 26995 49230 1.21% 0.130%
33 16.310 2414 2418 2425 rBV6 33806 66590 1.63% 0.176%
34 16.521 2448 2454 2459 rBV9 22358 43087 1.06% 0.114%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA_F\METHODS\8270-BF091117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.580 2459 2464 2470 rVB5 27587 56026 1.37% 0.148%
36 16.657 2474 2477 2485 rVBS8 23874 51727 1.27% 0.137%

37 17.021 2533 2539 2548 rVB7 66822 167041 4._.09% 0.442%
38 18.321 2754 2760 2769 rVB6 73134 182321 4_.47% 0.483%

Sum of corrected areas: 37756504
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF098581.D
4000000 5.26 6142
6.30
6.80
3000000
7.22
2000000
1000000 6.64
4.83
2.99 3.55
o —_—————
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: BF098581.D
4000000 9.00 12.75
3000000
10.47
2000000
11.16
7.93 9.68
1000000
9.40
13
0 | 1012 J0:59 12.37 L
—
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098581.D
4000000
3000000
2000000
13.80
1000000 15.20
14.54
1427 | 14760489 15.4013886 156705 16.311668%6  17.02 18.32
Ot e e e
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:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 9.20 ng 401623 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 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 466 (4.828 min): BF098581.D (-463) (-) m/z 42.95 100.00%
a3
59
5000
1 440 460 480 500 520
o0l sl e e 00 58 167
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S R S
440 4.60 4.80 5.00 5.20
m/z 101.00 18.07%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500 520
5000 m/z 58.00 16.35%
29 101
S W PR /RN | R - M - M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59 440 4.60 4.80 5.00 5.20
m/z 41.00 9.69%
5000 41
31
| ® gy
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 unknown6.42 Concentration Rank 1

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

6.42 92.54 ng 4039070 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-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.422 min): BF098581.D (-732) (-) m/z 132.00 100.00%
32
5000 68
40 . 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o N i -1 OSSN N m/z 68.00 37.99%
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 N
5000 LSS VAR AR SRR A
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.65%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.00 24 _.80%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14491: 5-Aminoindole | NLELELELE LN NI N BN R
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 .64%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 600 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 5 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.64 6.85 ng 404508 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1964 (13.639 min): BF098581.D (-1961) (-) m/z 57.00 100.00%

3.1

7

83

5000

-

13.40 13.60 13.80 14.00
m/z 55.00 98.93%

0 139 163182 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55

%

13.40 13.60 13.80 14.00
m/z 43.00 89.80%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 83.05 81.19%
29 125
0 79 154 182 210 238 9265283 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.40 13.60 13.80 14.00
97 m/z 69.00 70.31%
5000
0 L‘ | j‘ l “ , 154 179196 224 251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 Heneicosyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.27 3.57 ng 211063 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosyl heptafluorobutyrate
2 Ethanol, 2-(tetradecyloxy)-

3 Tetracosyl heptafluorobutyrate
4 Heptadecyl heptafluorobutyrate
5 Docosyl pentafluoropropionate

508 C25H43F702
258 C16H3402

550 C28H49F702
452 C21H35F702
472 C25H45F502

1000351-83-8 91
002136-70-1 91
1000351-83-7 91
959085-66-6 91
1000351-80-9 91

m/z 56.95 100.00%

14.00 14.20 14.40 14.60

Abundance Scan 2071 (14.269 min): BF098581.D (-2066) (-)
57
5000 85
ﬂ jll3“14:,1 177 207 281 397
A B Mt

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 43.00 71.25%

14.00 14. 20 14. 40 14 60

m/z 71.05 56.00%

14.00 14.20 14.40 14.60

Abundance #236054: Heneicosy! heptafluorobutyrate
57
5000
125
29 169
o T \ 4 h‘ 196224 266294 _ 339 490
T = e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
83
5000
29 111
196
139168196 227 o
(o MR S VNN A S P S

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 55.00 47 .71%

Abundance #239098: Tetracosy! heptafluorobutyrate T T T
57 14.00 14.20 14.40 14.60
m/z 85.00 37.46%
97
5000
125
29
0 ‘ lx 169195222250278 308336 381 532

T T e e T e e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

14.00 14.20 14. 40 14.60

8270-BF091117.M Mon Sep 18 16:38:06 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .55 8.91 ng 389046 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Dodecanamide 199 C12H25N0 001120-16-7 70
4 Octadecanamide 283 C18H37NO 000124-26-5 53
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50

Abundance Scan 2119 (14.551 min): BF098581.D (-2115) (-) m/z 58.95 100.00%

59
5000

14 20 14. 40 14 60 14. 80
137154 184 240 294 320
0 203221 240 263 337 m/z 72.00 62.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 k

Abundance #128445: 9-Octadecenamide, (2)-
59

5000 41

14.20 14.40 14.60 14.80
m/z 55.00 51.16%

81
o8 9% 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59

14 20 14. 40 14 60 14.80

5000 m/z 41.00 32.65%
41
227
ol 18 79 97 128 149166184 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60440: Dodecanamide AL o B S
59 14.20 14.40 14.60 14.80
m/z 43.10 28.92%
5000

o.““”q“”“”q””.”.””.”.””.”.””.”.””.”.””“”.””. M NS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.50 ng 109021 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Pentadecanal- 226 C15H300 002765-11-9 90
3 17-Octadecenal 266 C18H340 056554-86-0 86
4 Heptadecanal 254 C17H340 1000376-70-0 83
5 Hexadecanal 240 C16H320 000629-80-1 83
Abundance Scan 2144 (14.698 min): BF098581.D (-2140) (-) m/z 57.00 100.00%
43 57 82
96
5000

179193599 241 267281 14.40 14.60 14.80 15.00
m/z 82.00 94 .54%

13845

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal
43 57 82

14.40 14.60 14.80 15.00

5000

110,,, m/z 43.00 94 .07%
o 138152166180194208222 220 60
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
41
=
96 14.40 14.60 14.80 15.00
5000 m/z 55.00 57.40%
27 110
124138152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115860: 17-Octadecenal B A R R E T
14.40 14.60 14.80 15.00
m/z 96.05 55.23%

96
5000

110

124
138157 1681821962102242382°2 270

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.65 ng 159410 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2173 (14.868 min): BF098581.D (-2169) (-) m/z 57.00 100.00%
57
R AR SUN L SR
113 141 14.60 14.80 15.00 15.20
0 |, LT Rt o021 28t w/z 43.05  61.68%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRI B BN BRI B
Mmmmmmmm
m/z 71.10 55.35%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2éo 360 350 '
Abundance
57
o ' 14.60 14.80 15.00 15.20
5000 m/z 85.05 44 .26%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #209566: Octacosane B e cea e e
57 14.60 14.80 15.00 15.20
m/z 55.00 23.22%
5000 85 Lk—«w\
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 10 Cyclopentane, 1l-ethyl-3-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.89 3.23 ng 140905 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 50
2 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-65-2 50
3 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-66-3 45
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 30
Abundance Scan 2177 (14.892 min): BF098581.D (-2175) (-) m/z 97.05 100.00%
55 o7
5000
8
A 208 250265282 14.60 14.80 15.00 15.20
o} m/z 83.00 88.33%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl-
55 g3
5000 R SRR L B B
14.60 14.80 15.00 15.20
3 ‘ m/z 55.00 82.15%
0 w""%%'jﬁ'” VU“'V"”l}}?l“"l'“'l"“l"'w"'w""v'"|“"|“'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
14.60 14.80 15.00 15.20
5000 m/z 69.00 70.33%
27
112
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6825: Cyclopentane, 1-ethyl-3-methyl-, cis- R e AR
5 83 14.60 14.80 15.00 15.20
m/z 111.10 47 .80%
5000
27
2 112
o A AL S S S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 11 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.60 3.60 ng 157179 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2297 (15.598 min): BF098581.D (-2293) (-) m/z 57.00 100.00%
57
% 15,20 15.40 15.60 15.80 16.00
141 . . . ) )
o AL aor aes | CWiz 43.00 57.310
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 AR AL DAL BRI B
mmmmmmmmmm
m/z 71.00 54 _.99Y%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
15,20 15.40 15.60 15.80 16.00
5000 m/z 85.00 44 .87%
o 141 183 225 267 309 351 437
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #185533: Pentacosane R E B e e =
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 24 .48%
5000

:

99
141
26| |1 || M 183 225 267 309 352

N S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 20 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 12 unknownl17.02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.02 3.83 ng 167041 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[7-2.0]jundec-4-ene, 4,11,... 204 C15H24 000118-65-0 38
2 Alloaromadendrene 204 C15H24 025246-27-9 25
3 3,5-Dichloro-2-pyridyl 3,4-dichl._.. 385 C12H7CI14NO3S 058236-55-8 14
4 1H-1,3-Benzimidazole, 2-(2-pyrro... 187 C11H13N3 1000338-11-7 11
5 2,4-Dichlorobenzyl alcohol, 2-me... 246 C12H16CI120 1000378-10-8 10

Abundance Scan 2539 (17.021 min): BF098581.D (-2533) (-) m/z 43.00 100.00%
43
5000 81 105 013
303
175 255 329355 396 B o e e o e e
| “ | ﬂ ‘ | | | 16.80 17.00 17.20 17.40
- U/ — N I m/z 55.00 63.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64477: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
41
69 93
5000 133 R BRI U SUUIN B
16.80 17.00 17.20 17.40
161 m/z 41.00 60.98%
i bl | 2
oL+ ‘.“l“.‘.‘“.‘.l‘l.‘.‘.Ll‘... T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41
91 R BUGIN U SUULIN B
16.80 17.00 17.20 17.40
5000 119 161 m/z 145.00 60.30%
69
189
L L L WL L WL W L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #204880: 3,5-Dichloro-2-pyridyl 3,4-dichloro-.alpha.-tolue...
1%9 16.80 17.00 17.20 17.40
m/z 57.00 58.18%
5000
63 & 123
oL a3 || | [ [ || 188 222 251 283 328 387
m/z--> 50 100 150 200 250 300 350 400 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
Quant Title : 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 13 2,6,10,14,18-Pentamethyl-2,.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 4.18 ng 182321 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 62
2 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 42
3 .psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 38
4 5-Acetoxymethyl-2,6,10-trimethyl... 282 C17H3003 1000144-12-3 38
5 Carbamic acid, N-phenyl-, 1,5-di... 273 C17H23N0O2 118723-77-6 35

Abundance Scan 2760 (18.321 min): BF098581.D (-2754) (-) m/z 69.00 100.00%

60

5000

161

e
207 547282 342 18.00 18.20 18.40 18.60

m/z 55.00 67.61%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69

5000 41 LA L L L L L B LB L |
18.00 18.20 18.40 18.60
m/z 41.00 55.83%
0 il i “ H h h \ 177205 245273 313342
 ma R D e A RRRRA RS
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41 g9
e
18.00 18.20 18.40 18.60
5000 m/z 95.00 52.87%
96
124 178207
O e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... e A RERREEESE L
69 18.00 18.20 18.40 18.60
m/z 123.00 51.19%
5000
a1 137
0 ||, 191 245273301 341368 409436 477504 546
N o B e e e Ll B e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098581.D

Acq On : 15 Sep 2017 21:01

Operator : SJ/JU

Sample - 15229-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.83 9.2 ng 401623 1 6.64 872953 20.0
unknown6 .42 6.42 92.5 ng 4039070 1 6.64 872953 20.0
1-Docosene 13.64 6.8 ng 404508 5 13.80 1181080 20.0
Heneicosyl heptaf... 14.27 3.6 ng 211063 5 13.80 1181080 20.0
9-Octadecenamide, ... 14.55 8.9 ng 389046 6 15.20 873089 20.0
Octadecanal 14.70 2.5 ng 109021 6 15.20 873089 20.0
Hexacosane 14.87 3.6 ng 159410 6 15.20 873089 20.0
Cyclopentane, l1-e... 14.89 3.2 ng 140905 6 15.20 873089 20.0
Tetratetracontane 15.60 3.6 ng 157179 6 15.20 873089 20.0
unknownl17.02 17.02 3.8 ng 167041 6 15.20 873089 20.0
2,6,10,14,18-Pent... 18.32 4.2 ng 182321 6 15.20 873089 20.0
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