LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101918\

Data File : BMO17250.D

Acq On - 20 Oct 2018 04:48 Instrument :

Operator : MJ/SJ ?:'I\:gﬁ’;ﬁSam ol

3§mple - J5585-02 SSSJDILgDHQO
isc :

ALS Vial : 15 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 4.834 309 314 321 rBVY 370049 495183 3.74% 0.557%
2 5.281 383 390 404 rBV 4690227 6602720 49.81% 7.432%
3 6.845 648 656 671 rBV 4755785 8062769 60.82% 9.076%
4 7.204 707 717 730 rBV 4710382 7443542 56.15% 8.378%
5 7.663 787 795 802 rBV 1110018 1724378 13.01% 1.941%
6 7.981 842 849 859 rvB 3598625 5658751 42.69% 6.370%
7 8.816 983 991 1008 rBV 2839834 4676972 35.28% 5.264%
8 10.439 1259 1267 1278 rBV 1434140 2429706 18.33% 2.735%
9 12.921 1682 1689 1701 rBV 7711328 11365896 85.74% 12.794%
10 13.768 1828 1833 1841 rBVY 739796 1054579 7.96% 1.187%

11 14.304 1917 1924 1933 rBV2 2092079 3286284 24.79% 3.699%
12 15.798 2172 2178 2190 rBV 5572888 8171825 61.65% 9.198%
13 17.056 2385 2392 2404 rBV2 2566270 3732566 28.16% 4.201%
14 17.962 2537 2546 2557 rBV 359897 538589 4._.06% 0.606%
15 19.245 2761 2764 2772 rBV3 114156 156909 1.18% 0.177%

16 19.403 2786 2791 2797 rBv2 110723 158560 1.20% 0.178%
17 19.692 2835 2840 2849 rBV 10714898 13256057 100.00% 14.921%
18 20.397 2954 2960 2965 rBV 536903 1021490 7.71% 1.150%
19 20.444 2965 2968 2974 rVvVv2 363650 553544 4.18% 0.623%
20 20.509 2975 2979 2985 rVB3 122842 200384 1.51% 0.226%

21 20.980 3054 3059 3071 rBV 367521 724603 5.47% 0.816%
22 21.250 3100 3105 3117 rBV 2693873 3551193 26.79% 3.997%
23 21.415 3130 3133 3137 rVB 119131 141046 1.06% 0.159%
24 21.844 3203 3206 3210 rBV3 119631 141139 1.06% 0.159%
25 22.303 3281 3284 3288 rVB2 167873 203197 1.53% 0.229%

26 22.427 3302 3305 3312 rVB 200717 257419 1.94% 0.290%
27 23.462 3475 3481 3493 rVB 1750469 3231711 24.38% 3.638%

Sum of corrected areas: 88841012
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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:\SVOASRV\HPCHEMI\BNA_M\DATA\BM101918\

BM017250.D

20 Oct 2018 04:48

MJ/SJ

J5585-02

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

SSSI-1017-S-DH-20

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM017250.D

5.28 6.85 7.20

7.98

7.66
4.83 A

10.44

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM017250.D

12.92

15.80

17.06
14.30

13.77

17.96

19

192940 ||

69

2

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM017250.D

21.25
23.46

0

20.98 |p1.41 21.84 2Z3¥3

|

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 : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

ﬁ?ggle i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 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 4

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

4.83 5.74 ng 495183 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Silane, trimethyl- 74 C3H10Si 000993-07-7 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 16

Abundance Scan 313 (4.828 min): BM017250.D (-309) (-) m/z 43.00 100.00%
a3
59
5000
10 440 4.60 480 500 520
83 : : : : :
) S ..!|,....,....,|....,....,.... 28 m/z 59.10  57.96%
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 19.66%
15 4 101
0 w"Jw'”h'w'"|“"??“'J'“'|"“|"“ [T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 4.60 480 500 520
5000 M m/z 58.05 14.11%
o 73 126 142
L L L UL SR SRR LR WL B B SRS B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #784: Silane, trlmethyl LA LI L L L
59 440 4.60 4.80 5.00 5.20
m/z 41.05 8.30%
5000 73
L=zl |
mz-> 0 20 . " 60 80 100 120 140 160 180 200 | | 440 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

Sample - J5585-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M

= 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 2 unknown7.20 Concentration Rank 1

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

7.20 86.33 ng 7443540 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 716 (7.198 min): BM017250.D (-707) (-) m/z 132.00 100.00%
5000 68
20 54 % 6.80 7.00 7.20 7.40 7.60
o [ & | Weus m/z 68.10 41.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL R
6.80 7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 31.88%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 26.76%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A EEEmEma e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 16.94%
5000 og M°
o b L 89 o7 || ) ass 89 U | U
m/z--> 40 60 80 100 120 140 160 180 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 : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

ﬁ?ggle i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 7
R.T. EstConc Area Relative to ISTD R.T.
17.96 2.89 ng 538589 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2546 (17.962 min): BM017250.D (-2537) (-) m/z 73.00 100.00%
43
5000 129
97 185 213 ==
157 \ 256 17.60 17.80 18.00 18.20
0 b Ll b 128 88 s 08 85 03%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 3
5000 256
129 17.60 17.80 18.00 18.20
97 157 213 m/z 60.00 84.56%
185
o 2 o HI‘IHM‘IMM‘IL M‘:“ﬁ " | ‘: I‘ I‘Iml |“ : ‘:23|9| ‘: —— ——
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 17.60 17.80 18.00 18.20
5000 129 m/z 41.05 75.85%
171
97 214
ol26 152 197
m/z--> 55 160 1%0 260 2%0 300 3éo
Abundance #75071: Tetradecanoic acid
73 17.60 17.80 18.00 18.20
43 m/z 57.05 72.93%
5000 129
185 228
LT 2]
ol b Ml dy | pa0t€6 | omn |
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

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

Data File : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

ﬁ?ggle i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 5 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.40 5.75 ng 1021490 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 95
2 Octadecanamide 283 C18H37NO 000124-26-5 53
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 Octanamide 143 C8H17NO 000629-01-6 53

Abundance Scan 2960 (20.397 min): BM017250.D (-2954) (-) m/z 59.00 100.00%

5000 M AJL\/\

83 T T T T T T T
. qilier“ 1§4 184 221238 281 327 357 20. OO 20. 20 20 40 20. 60 20 80

e A m/z 72.05 68.14%

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

5000 e N LR m s
20. OO 20. 20 20 40 20. 60 20 80

m/z 55.05 41 _.93%

4[‘
86 126 281
o L aor L 104 184 212 28262 |
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 41.00 37.18%
41
oL15 86 110128 156 184 212 240 265283
e R e e e e e A B
m/z--> 50 100 150 200 250 300 350
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59 20.00 20.20 20.40 20.60 20.80

m/z 43.05 28.19%

5000
J 188 111 141 170 196 229

Ol e S Y S e st et

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\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

ﬁ?ggle i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 unknown20.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.44 3.12 ng 553544 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 38
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 38
3 4-Penten-1-ol, 2,2,4-trimethyl- 128 C8H160 053907-70-3 22
4 D-(+)-.alpha.-Amino-.epsilon.-ca... 128 C6H12N20 028957-33-7 18
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 15

Abundance Scan 2967 (20.439 min): BM017250.D (-2965) (-) m/z 55.05 100.00%

5000

N

20. 20 20 40 20. 60 20 80
(o} m/z 72.05 98.29%

m/z--> 50 100 150 200 250 300 350 400
Abundance #106877: 9-Octadecenamide, (2)-
5!

5000 L NI B e e
20. 20 20 40 20. 60 20 80

126 m/z 59.00 86.84%

98
281
ol W d 19 g0y 288 U
m/z--> 50 100 150 200 250 300 350 400
Abundance
56

20.20 20 40 20. 60 20.80

5000 m/z 41.00 83.70%
285 340
129
83 185 241
0 107 = 153 213 311
LA o e e e e L B LA B e e o o e o B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #12216: 4-Penten-1-ol, 2,2,4-trimethyl-
55 20.20 20.40 20.60 20.80

m/z 56.05 74 .54%

5000

29
o7
'[9}

L 128

m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

o
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Library Search Compound Report

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

Data File : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

ﬁ?ggle i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 7 Cyclohexadecane, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.98 4.08 ng 724603 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 3059 (20.980 min): BM017250.D (-3054) (-) m/z 57.05 100.00%
57
83
5000
139 226 281 20.60 20.80 21.00 21.20
ol LA 167 196 254 327 355 /7  43.05 86 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
69
97 280
5000 DU AR AR B
20,60 20.80 21.00 21.20
ns 251 m/z 55.05 70.41%
L e T
OIII‘I\ H\I uI\\ |||“|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 83.10 66 .36%
29 111
139 168 196 9957 258
O e e B o N B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57 20.60 20.80 21.00 21.20
83 m/z 97.10 63.92%
5000
111
29
m/z--> 50 100 1&1,0 2(')0 250 300 350 400 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM017250.D

Acq On : 20 Oct 2018 04:48

Operator : MJ/SJ

3?22'6 i J5585-02 SSSI-1017-S-DH-20
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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... 4.83 5.7 ng 495183 1 7.66 1724380 20.0
unknown?7 .20 7.20 86.3 ng 7443540 1 7.66 1724380 20.0
n-Hexadecanoic acid 17.96 2.9 ng 538589 4 17.06 3732570 20.0
9-Octadecenamide, ... 20.40 5.8 ng 1021490 5 21.25 3551190 20.0
unknown20.44 20.44 3.1 ng 553544 5 21.25 3551190 20.0
Cyclohexadecane, ... 20.98 4.1 ng 724603 5 21.25 3551190 20.0
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