LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On : 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 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-BF050217 .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 5.048 524 529 546 rBVY 309678 599819 20.63% 2.587%
2 5.684 631 637 658 rBvY 1854531 2674021 91.99% 11.531%
3 6.248 729 733 742 rVB2 23786 35402 1.22% 0.153%
4 7.272 901 907 922 rBV 1850771 2745008 94.43% 11.837%
5 7.390 922 927 938 rVB 2255877 2906980 100.00% 12.536%
6 7.725 980 984 993 rVB 505708 560983 19.30% 2.419%
7 7.966 1019 1025 1033 rBV 1657611 1986588 68.34% 8.567%
8 8.625 1131 1137 1146 rBV 1331146 1686756 58.02% 7.274%
9 9.742 1322 1327 1339 rBY 676083 777878 26.76% 3.354%
10 11.519 1623 1629 1642 rBV 2002042 2333234 80.26% 10.062%

11 12.207 1741 1746 1753 rBV 516096 586269 20.17% 2.528%
12 12.572 1803 1808 1822 rBV2 603796 767917 26.42% 3.311%

13 13.419 1948 1952 1958 rVB 29830 33492 1.15% 0.144%
14 13.866 2023 2028 2043 rBV 1098177 1461385 50.27% 6.302%
15 14.189 2079 2083 2086 rBvV 36373 45189 1.55% 0.195%

16 14.971 2211 2216 2221 rBV 616797 756302 26.02% 3.261%
17 15.942 2377 2381 2390 rBV 85314 117122 4._.03% 0.505%

18 16.754 2516 2519 2522 rBV 30085 38353 1.32% 0.165%
19 17.030 2562 2566 2568 rBV3 21513 30868 1.06% 0.133%
20 17.054 2568 2570 2573 rVB 40585 42965 1.48% 0.185%

21 17.295 2606 2611 2618 rBV 1340956 1428995 49.16% 6.162%
22 17.671 2669 2675 2683 rBV 83112 131759 4_.53% 0.568%

23 18.054 2736 2740 2745 rVB2 33203 42360 1.46% 0.183%
24 18.554 2823 2825 2834 rVV5 39213 83184 2.86% 0.359%
25 18.636 2835 2839 2848 rVVv 486327 578251 19.89%% 2.494%
26 19.324 2954 2956 2960 rBvV4 18658 30992 1.07% 0.134%
27 19.371 2960 2964 2970 rVB6 43305 74756 2.57% 0.322%
28 19.900 3051 3054 3057 rBvV 27155 43525 1.50% 0.188%
29 20.059 3078 3081 3085 rBvV 50645 60471 2.08% 0.261%

30 20.300 3118 3122 3132 rVB 436179 528591 18.18% 2.279%

Sum of corrected areas: 23189415
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094855.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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.

5.05 21.38 ng 599819 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.048 min): BF094855.D (-524) (-) m/z 42.95 100.00%
43
59
5000
i "T2ko 5ho 520 s
83 : : : :
S| N7 . N A m/z 59.10 61.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 A UL UL UL A
59 480 500 520 540
m/z 101.10 22.18%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 14 .95%
68
50 126 14
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- O a o  LaE paa
59 4.80 5.00 5.20 5.40
31 m/z 41.10 9.70%
5000 41
73
1\5 ‘ L 51\‘ , ‘ 87 102 N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.39 Concentration Rank 1

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

7.39 103.64 ng 2906980 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 927 (7.390 min): BF094855.D (-922) (-) m/z 131.95 100.00%
32
5000 68
© i || 75 g P06 g 7h0 750 140 Tho 780
R R R R s e e e e e m/z 68.05 38.20%
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
5000 I LA I L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 31.93%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 65.95 22.80%
41 97
53 2 117
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 A e R e
132 7.00 7.20 7.40 7.60 7.80

m/z 69.10 15.46%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.10 ng 117122 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2381 (15.942 min): BF094855.D (-2377) (-) m/z 73.00 100.00%
73
43 60
5000 129
149
97 115 171 213 I A IR RN
185199 | 227 256 15.60 15.80 16.00 16.20
m/z 43.10 74 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R U B LR SRR

15 60 15. 80 16. OO 16.20

m/z 60.00 72.52%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R e B R
15.60 15.80 16.00 16.20
5000 129 m/z 57.05 68.37%
29 g7
199
100115 143457,7,185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid R B I
60 73 15.60 15.80 16.00 16.20
m/z 41.10 64 .50%
43
5000
129
29 157 200
‘ T7 lo11s ‘ 143 171 ‘
..1?,.‘:..‘,‘.‘..“.“ H“‘ ,l‘;.”‘,‘..u‘.,..‘. TRASD M . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5 m,p*-DDD Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.67 4.56 ng 131759 Chrysene-di2 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m,p"-DDD 318 C1l4H10Cl14 004329-12-8 91
2 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10CIl14 000072-54-8 86
3 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18CIl120 1000158-20-4 72
4 1,2-Bis(2-chlorophenyl)-1,2-bis(... 470 C26H18Cl4 1000137-94-8 64
5 9H-Carbazole, 3,6-dichloro- 235 C12H7CI2N 005599-71-3 53
Abundance Scan 2675 (17.671 min): BF094855.D (-2669) (-) m/z 235.00 100.00%
235

165
5000

17.40 17.60 17.80 18.00
m/z 237.00 67.00%

93 111 136

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159153: m,p'-DDD

235

5000

17.40 17.60 17.80 18.00
m/z 165.10 54.61%

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

Abundance
235
e e
17.40 17.60 17.80 18.00
5000 - m/z 199.00 18.16%
199
28 51 '° 101777136 184 215 251 282 320
memwmﬁmm
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 n

Abundance #161157: 3-Butanone, 1,1-bis(4-chlorophenyl)-2,2-dimethy!- e
235 17.40 17.60 17.80 18.00

m/z 236.00 14_.71%

5000

43
63 g2 103 1% 262279 320
A N N -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Octacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.88 ng 83184 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 83
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 80
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 64
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 59
5 Carbonic acid, hexadecyl isobuty... 342 C21H4203 1000314-61-3 59
Abundance Scan 2824 (18.548 min): BF094855.D (-2823) (-) m/z 83.10 100.00%
g7
5000
111 167189200 N —
H| h||| || | | 18.20 18.40 18.60 18.80

| | m/z 57.10 98.33%

m/z--> 50 100 5 200 50 300 350 400
Abundance #215904: Octacosanol
57
5000 LA L L L L L LB L
18.20 18.40 18.60 18.80
]25 m/z 55.10 84 .86%
29
L ‘H “ ‘h‘ M H “‘ ’ 181 209 236 264 292 322 364 392
i . , —
m/z--> 50 15 OO 250 300 350 400
Abundance
57 83
L B o
18.20 18.40 18.60 18.80
5000 11 m/z 43.05 83.73%
29
139 168 210 238 266 295
— T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate L B o
57 18.20 18.40 18.60 18.80
m/z 69.10 63.83%
97
5000
125
29
I 1 ‘J153 181 210 238 264 294 322 367 418
i . B e A B S s m L B o
m/z--> 50 100 150 200 250 300 350 400 18 20 18. 40 18 60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknownl19.37 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.37 2.59 ng 74756 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 30
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 25
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 25
4 1,1"-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 25
5 1-Hexadecanethiol 258 C16H34S 002917-26-2 25
Abundance Scan 2964 (19.371 min): BF094855.D (-2960) (-) m/z 97.10 100.00%

5000

258 281 19.00 19.20 19.40 19.60

m/z 83.05 90.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene

150 47g 201221

5000

19.IOO 19.|20 19.I4O 19.|60
125 m/z 111.10 84.76%

154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
R e S SRR
19.00 19.20 19.40 19.60
5000 1 m/z 57.10 73.28%
29
140 168 196 553241 292

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

Abundance #185169: Heptadecy! trifluoroacetate B B .
19.00 19.20 19.40 19.60

m/z 43.10 73 .15%

5000

125
154 1g2 210 238 0265283

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On > 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.06 2.29 ng 60471 Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Nonacosane 408 C29H60 000630-03-5 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72

Abundance Scan 3081 (20.059 min): BF094855.D (-3078) (-) m/z 57.05 100.00%

57

5000

19.80 20.00 20.20 20.40
m/z 71.05 71.49%

113 149169 195217 259 282

mz--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 LA L L L L LB L L
20 1980 20,00 2020 20.40
m/z 43.10 64 .76%
L ‘h by 113,141 169 197 225 253 282
il A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
SN
o 19.80 20.00 20.20 20.40
5000 > m/z 85.05 53.98%
113
29 141 169 107 225 253 281 309 337 365 408
S L R i A -
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane AR RE R
57 19.80 20.00 20.20 20.40
m/z 41.10 22 .74%
5000 85
29
“‘ i L ”1}3\141 169 197 225 253 295 323 367

T
m/z--> 50 100 150 200 250 300 350 400 19. 80 20 00 20. 20 20 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094855.D

Acq On : 4 May 2017 2:26

Operator : SJ/MA

Sample : 12914-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.05 21.4 ng 599819 1 7.72 560983 20.0
unknown? .39 7.39 103.6 ng 2906980 1 7.72 560983 20.0
n-Hexadecanoic acid 15.94 3.1 ng 117122 4 14.97 756302 20.0
m,p"-DDD 17 .67 4.6 ng 131759 5 18.64 578251 20.0
Octacosanol 18.55 2.9 ng 83184 5 18.64 578251 20.0
unknown19 .37 19.37 2.6 ng 74756 5 18.64 578251 20.0
Eicosane 20.06 2.3 ng 60471 6 20.30 528591 20.0
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