LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121618\
Data File : BM018235.D
Aca On : 16 Dec 2018 20:20 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
a?ggle : J6379-05 P001-SS003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA M\METHODS\8270-BM121518 .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 heiaht area % max. total
1 3.793 149 154 160 rBvV 86960 108503 1.61% 0.220%
2 4.693 302 307 314 rBV 128419 178009 2.64% 0.360%
3 5.134 375 382 400 rBVY 3248910 4729513 70.26% 9.569%
4 6.704 641 649 666 rBY 3287407 5522390 82.04% 11.174%
5 7.039 698 706 716 rBVY 3461457 5282636 78.48% 10.689%
6 7.498 774 784 791 rBV 542564 841417 12.50% 1.702%
7 7.810 829 837 845 rBVY 2590933 3999272 59.41% 8.092%
8 8.657 972 981 993 rBVY 1970772 3231776 48.01% 6.539%
9 10.263 1246 1254 1270 rBV 597820 1086080 16.13% 2.198%
10 12.763 1672 1679 1693 rBVY 4556395 6731444 100.00% 13.620%

11 13.627 1820 1826 1838 rBV 234326 391779 5.82% 0.793%
12 14.157 1909 1916 1925 rBV2 845461 1330917 19.77% 2.693%
13 15.662 2166 2172 2184 rBV 3117676 4482637 66.59% 9.070%
14 16.915 2379 2385 2398 rBvV2 815934 1302018 19.34% 2.634%
15 17.833 2535 2541 2548 rBV 252537 376550 5.59% 0.762%

16 19.127 2757 2761 2768 rBV2 74755 115509 1.72% 0.234%
17 19.574 2830 2837 2843 rBV 4732163 5870933 87.22% 11.879%%
18 19.892 2883 2891 2895 rBV3 37771 69814 1.04% 0.141%
19 20.392 2972 2976 2980 rVB 79693 91474 1.36% 0.185%
20 20.862 3051 3056 3065 rBV 418008 559294 8.31% 1.132%

21 21.139 3098 3103 3115 rBV 881737 1246124 18.51% 2.521%
22 21.297 3127 3130 3134 rBV2 114083 121913 1.81% 0.247%
23 21.721 3199 3202 3205 rBV2 116466 145181 2.16% 0.294%
24 22.168 3274 3278 3283 rBV 195228 242760 3.61% 0.491%
25 22.650 3356 3360 3364 rVB2 104691 134315 2.00% 0.272%

26 23.297 3464 3470 3480 rVB2 659355 1231076 18.29% 2.491%

Sum of corrected areas: 49423334
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

ﬁ?gg le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM018235.D
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Abundance TIC: BM018235.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

Sample : J6379-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.69 4.23 ng 178009 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 50
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (4.693 min): BM018235.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.40 4.60 4.80 5.00
Ol e bl e e | mM/Zz 59,10 75.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U I U R R
440 4.60 4.80 5.00
59 m/z 101.00 31.59%
27 70 83 101
Oty e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
440 460 4.80 500
5000/ 18 m/z 58.00 17.05%
1
0"”“'w“H*'“i"“l"“l"“l"“l"”l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3092: 5-Hexen-2-one A s
43 440 4.60 4.80 5.00
m/z 41.10 9.91%
5000
27 55
> | 7183 o8
0"ﬂI“ﬂ”ww'“I"”I“'”H"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_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 3 unknown7.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.04 125.57 ng 5282640 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 706 (7.039 min): BM018235.D (-698) (-) m/z 132.00 100.00%
5000 68
2 % J "ok 700 750 740
54 . . : :
o Bl W 27 h77 68.10  40.38%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL R

6.80 7.00 7.20 7.40
m/z 134.00  32.44%

31 51
9
o SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
e R m S
6.80 7.00 7.20 7.40
5000 m/z 66.10 26 .24%
33 44 o 105
Ll 1 2P0 | |us
e A s A B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 17.39%
116
5000 98
SN S Y NN | KD | G
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BM121518 .M Tue Dec 18 13:26:11 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.83 5.78 ng 376550 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46
Abundance Scan 2541 (17.833 min): BM018235.D (-2535) (-) m/z 73.10 100.00%
7B
43 5
5000 129
97 157 213
151 14307185 o0 | 557 256 - 17.60 17.80 18.00 18.20
T m/z 60.00 71.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
51
5000{ 29 256 L B LN B
17.60 17.80 18.00 18.20
21 m/z 57.10 63.86%
. l L 143157171185, o
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 g T8
17.60 17.80 18.00 18.20
5000 o 129 m/z 43.10 62.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
43 73 17.60 17.80 18.00 18.20
m/z 41.10 58.74%
57
5000
29
129
H T? o1 115 ‘ 171185 214
O . o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 8.98 ng 559294 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 Cvclohexadecane 224 C16H32 000295-65-8 90
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 3056 (20.862 min): BM018235.D (-3051) (-) m/z 57.10 100.00%
7 83
5000 11
3 139 20.60 20.80 21.00 21.20
o L5 W07 A9 222 252 284 SHL | n/z 83.10  85.74%
m/z--> 50 100 150 200 250 300 350
Abundance #89782: 1-Octadecene
83
5000
20.60 20.80 21.00 21.20
111 m/z 43.10 78 .25%
ol 6 L | ;140 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
5 83
20.60 20.80 21.00 21.20
5000 m/z 69.05 73.41%
29 111
L H ‘ | } |139 167 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43 20.60 20.80 21.00 21.20
m/z 97.10 70.10%
69
5000
97
Lm0
ol L ! T
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

Sample : J6379-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.72 2.33 ng 145181 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
3 Docosane 310 C22H46 000629-97-0 83
4 Triacontane 422 C30H62 000638-68-6 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3202 (21.721 min): BM018235.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
d 127 155 183207 253 281 324 369 415 éiéd éiéoléiéd ééddll
ob——4d ﬂ-"".-..........l.,....,....,.. m/z 71.10 78.68%
m/z--> 50 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 R AR IR TN IR
21.40 21.60 21.80 22.00
m/z 85.10 60.80%
29
o | ] | |1f1‘169 197 225 253 296
m/z--> 6 §o 160 1%0 260 250 360 3éo 460
Abundance #115572: Eicosane, 2-methyl-
57
21:40 21.60 21.80 22.00 |
5000 P m/z 43.05 56.36%
29 253
o2 L A4 L1774 60 197 205 ] 20
m/z--> 6 §o 160 1%0 260 250 360 3%0 460
Abundance #123096: Docosane e = G
57 21.40 21.60 21.80 22.00
m/z 55.00 23.42%
5000 85
113
0 LT 108 2 030 5y 310
m/z--> ) % 1& ﬁo ﬁ 250 ﬁo ﬁ)4® 2ummwmwmol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.17 3.90 ng 242760 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 64
4 Tetratriacontane 479 C34H70 014167-59-0 62
5 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 62

Abundance Scan 3278 (22.168 min): BM018235.D (-3274) (-) m/z 57.10 100.00%

57
5000

21.80 22.00 22.20 22.40

Oyt m/z 71.10 87.38%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82607: Heptadecane
57
5000 T LA L L L L L L L I
21. 80 22. OO 22 20 22.40
99 m/z 43.05 62.15%
0 1141182 240
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
A AR ma ma e
21.80 22.00 22.20 22.40
5000 m/z 85.10 60.26%
97
ol 26 ], 141 183 225 267 309 351 393 435 491 535574 617
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162745: Heneicosane, 11-decyl- P T T T
57 21.80 22.00 22.20 22.40
m/z 55.05 36.72%
5000
295
99
0 26| | |||, 141 183 225 | 337 435
m/z--> 0O 50 100 150 =200 250 300 350 400 450 500 550 600 21. 80 22. OO 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018235.D

Aca On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-55003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.65 2.18 ng 134315 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Octacosane 394 C28H58 000630-02-4 80
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
Abundance Scan 3360 (22.650 min): BM018235.D (-3356) (-) m/z 71.05 100.00%
7
43
5000
99
127 R BRI BRI SR
155 183208 265 323 358 22.40 22.60 22.80 23.00
ol td 2% L 2 415 m/z 57.10 99.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107653: Eicosane
57
5000 85 RN SRR SRR S
29 22. 40 22 60 22. 80 23. 00
m/z 85.05 65.80%
o J 113141 169 197 225 253 282
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #155177: Octacosane
57
2240 2260 2280 23.00
5000 85 m/z 43.05 62.73%
29 113 149
oL, | |/ 141 169 197 225 253 281 300 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #147096: Docosane, 9-butyl- B e e
57 22.40 22.60 22.80 23.00
m/z 99.10 27 .34Y%
5000 85
o4 13 (141 182 517 253 pg0 309 337 365
m/z--> 5'0 1(')0 1%0 2(')0 250 3(')0 351;0 4(|)O 4&'30 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121618\

Data File : BM018235.D

Acq On : 16 Dec 2018 20:20

Operator : JU/SJ

3?22 le J6379-05 P001-SS003-1824-01
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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... 4.69 4.2 ng 178009 1 7.50 841417 20.0
unknown? .04 7.04 125.6 ng 5282640 1 7.50 841417 20.0
n-Hexadecanoic acid 17.83 5.8 ng 376550 4 16.92 1302020 20.0
1-Octadecene 20.86 9.0 ng 559294 5 21.14 1246120 20.0
Heneicosane 21.72 2.3 ng 145181 5 21.14 1246120 20.0
Heptadecane 22.17 3.9 ng 242760 5 21.14 1246120 20.0
Eicosane 22.65 2.2 ng 134315 6 23.30 1231080 20.0
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