LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017240.D
Acq On : 19 Oct 2018 21:17 Instrument :
Operator : MJ/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : J5575-12 SSSI-1015-S-DH-25-T
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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 4.840 310 315 324 rBY 278033 377042 2.08% 0.332%
2 5.281 383 390 402 rBV 6668732 9288865 51.24% 8.188%
3 6.851 648 657 671 rBV 6641932 10760510 59.36% 9.485%
4 7.204 709 717 731 rBV 6635485 10307413 56.86% 9.086%
5 7.663 789 795 803 rBV 1094953 1721717 9.50% 1.518%
6 7.981 841 849 858 rBV 4814350 7683493 42.38% 6.773%
7 8.822 984 992 1008 rBVY 3930170 6409809 35.36% 5.650%
8 10.439 1260 1267 1275 rBV 1455582 2377187 13.11% 2.095%
9 12.922 1682 1689 1705 rBVY 10317943 15252611 84.14% 13.445%
10 13.769 1827 1833 1842 rBVY 875256 1221550 6.74% 1.077%

11 14.304 1917 1924 1932 rBV2 2123399 3225979 17.80% 2.844%
12 15.804 2172 2179 2194 rBV 8134560 11422248 63.01% 10.068%
13 17.057 2385 2392 2397 rBV 2736043 3709355 20.46% 3.270%
14 17.098 2397 2399 2405 rVB 137010 181354 1.00% 0.160%
15 17.962 2537 2546 2555 rBV2 354446 543618 3.00% 0.479%

16 19.121 2736 2743 2752 rBV 263148 427509 2.36% 0.377%
17 19.480 2796 2804 2808 rBvV2 216085 333825 1.84% 0.294%
18 19.698 2834 2841 2846 rBV 14198767 18127975 100.00% 15.979%
19 20.397 2955 2960 2965 rBV 407565 749473 4._.13% 0.661%
20 20.445 2965 2968 2974 rVvVv 254371 366270 2.02% 0.323%

21 20.509 2974 2979 2983 rVV2 185913 270177 1.49% 0.238%
22 20.974 3054 3058 3066 rBV 394945 598265 3.30% 0.527%
23 21.250 3099 3105 3110 rBV 2864604 3825557 21.10% 3.372%
24 21.415 3129 3133 3136 rVB 218252 240209 1.33% 0.212%
25 21.844 3202 3206 3209 rBV 226774 293756 1.62% 0.259%

26 22.303 3281 3284 3289 rVB2 207672 252955 1.40% 0.223%
27 22.797 3365 3368 3373 rBvV 256378 345660 1.91% 0.305%
28 23.462 3475 3481 3489 rVB 1719673 3131465 17.27% 2.760%

Sum of corrected areas: 113445847
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BM101918\
BMO17240.D
19 Oct 2018 21:17

J5575-12

10

- MJ/SJ

Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M

Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

SSSI-1015-S-DH-25-T

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

4.84

5.28

TIC: BM017240.D

6.85 7.20

7.98
8.82

7.66

10.44

Time--> 3.00

3.50

4.00 4.50

5.00

5.50 6.00

L R 4

650 7.00 750 800 850 9.00

T
9.50 10.00 10.50 11.00 11.50

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

12.92

13.77

14.30

TIC: BM017240.D

15.80

17.06

11.10 17.96

19.70

19.1219.4

Obr
Time-->  12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

A W,
LIS L L B L L L L B B

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

21.25

23.46

20.97 |p1.42 21.84 22.30 22.80 A}L

o=y

TIC: BM017240.D

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

ﬁ?ggle i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.84 4.38 ng 377042 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 315 (4.840 min): BM017240.D (-310) (-) m/z 43.00 100.00%
43
59
5000
o 350 4k 50 520
83 : : : :
Obrrrrprred) ...l|,....,....,l....,..l??,.... A et || mM/z 59.00  59.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL
59 460 480 500 5.20
m/z 101.10 20.85%
15 101
0 % Wl ‘ 83 ‘
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
4359 R I L I I
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.81%
129
o 15 59 86 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8126: 2-Hexanol, 2—methy|— T T T T T T T T T Y
59 4.60 4.80 5.00 5.20
m/z 41.05 8.77%
5000
101
0.”.“W”MMWQJH?E.W.”w.”.“.”..” N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

ﬁ?ggle i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.20 Concentration Rank 1

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

7.20 119.73 ng 10307400 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 716 (7.198 min): BM017240.D (-709) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 : : : : :
o g8 ljeue || 207 n7 68.10  42.66%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRRANNRARSRARAS RARSE RS
6.80 7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 32.18%
Oy J'I' '“'ﬁo""gs"" |Jh%¥5|" AL DAL S U
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 28.26%
158 189
R L S S L U L B W B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e o e R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 18.73%
117
5000
29 91
7o ol )
0 |‘||| II\I\I l::: ||‘||‘|‘|||‘|l‘| T T L S L U —
mz-> 20 4'0 60 80 100 120 140 160 180 200 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

ﬁ?ggle i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.93 ng 543618 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
Abundance Scan 2546 (17.962 min): BM017240.D (-2537) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213 )
| 115 143157171135199 997 256 081 17.60 17.80 18.00 18.20
Obrrrrr i m/z 43.05 91.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
17.60 17.80 18.00 18.20
213 m/z 60.00 88.16%
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
60 73
43 17.60 17.80 18.00 18.20
5000 129 m/z 57.05 75.09%
29 185 228

87
100115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

60 73 17.60 17.80 18.00 18.20

43 m/z 41.05 69.52%
5000 129
29
143157 214
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM101718.M Mon Oct 22 14:04:06 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

ﬁ?ggle i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.40 3.92 ng 749473 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 95
2 Octadecanamide 283 C18H37NO 000124-26-5 52
3 Hexadecanamide 255 C16H33NO 000629-54-9 45
4 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 38
Abundance Scan 2960 (20.397 min): BM017240.D (-2955) (-) m/z 59.00 100.00%

50
5000
41

a3 e | T
126 154 184 202 252 281 325 357 20.00 20.20 20.40 20.60 20.80

o ol 28 282 202 2o 825 85 m/z 72.05 64.33%

m/z--> 50 100 150 200 250 300 350
Abundance #106876: 9-Octadecenamide, (2)-
59

5000 R EEREEEE e
20. 00 20. 20 20 40 20. 60 20 80

m/z 55.05 40.55%

4[‘
86 126 281
o g0 154 184 212 2, |
m/z--> 50 100 150 200 250 300 350
Abundance
59

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
20.00 20.20 20.40 20.60 20.80

5000 m/z 41.05 34.67%
41
oL15 86 110128 156 184 212 240 265283
e R B s e e e A B A e B
m/z--> 50 100 150 200 250 300 350
Abundance #91512: Hexadecanamide e e e et
59 20. 00 20. 20 20 40 20. 60 20 80

m/z 43.10 25.66%

5000
4
17 ‘\ﬂ 86 110128 152170 194212 29O

N S S AR s

m/z--> 50 100 150 200 250 300 350 20. 00 20. 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

Sample - J5575-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.97 3.13 ng 598265 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 68
3 1-Hexacosene 364 C26H52 018835-33-1 52
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 49
5 Cyclotetracosane 336 C24H48 000297-03-0 49

Abundance Scan 3057 (20.968 min): BM017240.D (-3054) (-) m/z 57.10 100.00%
5|7
5000
M l 125 226 20.60 20.80 21.00 21.20
155 : : : :
ol LAk I' 44120180208 | 250 284  sp7 356 4I5S | 1ot U368 7o g0
m/z--> 50 15 200 250 300 350 400
Abundance #73967: Hexadecane
57
5000 85 BN LUASSUNAEEE
20 60 20. 80 21. OO 21.20
m/z 71.05 59.04%
o | J LA J1}3‘141 169 197 226
m/z--> I 100 150 2(|)0 250 3(|)0 35|0 4(|)0
Abundance
57
20.60 20.80 21.00 21.20
5000 85 m/z 55.10 50.70%
29
111
0 141 169 197 224 252 283 311
mz-> 50 100 150 200 250 300 350 400
Abundance #146450: 1-Hexacosene L L L L N BN B
43 20.60 20.80 21.00 21.20
m/z 97.10 43.83%
97
5000 69
0 J | J I all Ji 1\1‘54 182 210 238 266 308 336 3(?4
m/z--> 5|O 100 15|0 2(|)0 250 300 350 4(|)0 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

ﬁ?ggle i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.80 2.21 ng 345660 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 55
4 Nonacosane 408 C29H60 000630-03-5 55
5 Triacontane 422 C30H62 000638-68-6 55

Abundance Scan 3368 (22.797 min): BM017240.D (-3365) (-) m/z 57.10 100.00%

5000

-

22.40 22.60 22.80 23.00 23.20

193
141 169193 225 m/z 71.10 65.01%

0 282 311 341 402

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane

-

5000
8 22.40 22.60 22.80 23.00 23.20

29 m/z 43.05 59.50%
0 il ‘ | “‘1:‘1'3‘14‘-1‘169 197 225 254
I e o o o B LA o o o o N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R e S R REREERE
22.40 22.60 22.80 23.00 23.20
5000 m/z 252.10 49.92%
85
29
0 113 141 169 197 226
T e o e e A e o o o o o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane T T TR
57 22.40 22.60 22.80 23.00 23.20
m/z 85.10 49.71%
5000 85
29
113 198
o e e
m/z--> 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017240.D

Acq On : 19 Oct 2018 21:17

Operator : MJ/SJ

3?22'6 i J5575-12 SSSI-1015-S-DH-25-T
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : 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... 4.84 4.4 ng 377042 1 7.66 1721720 20.0
unknown?7 .20 7.20 119.7 ng 10307400 1 7.66 1721720 20.0
n-Hexadecanoic acid 17.96 2.9 ng 543618 4 17.06 3709360 20.0
9-Octadecenamide, ... 20.40 3.9 ng 749473 5 21.25 3825560 20.0
Hexadecane 20.97 3.1 ng 598265 5 21.25 3825560 20.0
Octadecane 22.80 2.2 ng 345660 6 23.46 3131470 20.0
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