LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 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 F\METHODS\8270-BF110818 .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 2.216 17 22 35 rvB 265672 379483 30.71% 3.978%
2 5.169 521 524 536 rBV 15225 25780 2.09% 0.270%
3 5.563 588 591 607 rBV 379074 490583 39.70% 5.142%
4 6.569 759 762 778 rBV2 241421 424227 34.33% 4_447%
5 6.710 782 786 798 rVV 1123246 979778 79.28% 10.270%

6.940 822 825 833 rBvV 389788 355259 28.75% 3.724%
7.098 848 852 874 rVB 959667 917542 74.24% 9.618%
rBv 578484 708167 57.30% 7.423%
8.228 1040 1044 1068 rBvV 329389 432715 35.01% 4 _.536%
9.298 1222 1226 1241 rBV 1180940 1235858 100.00% 12.955%
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11 9.692 1290 1293 1301 rBV 32017 35806 2.90% 0.375%
12 9.986 1339 1343 1355 rBvV 357621 398132 32.22% 4.173%
13 10.781 1474 1478 1491 rBV 486819 556619 45.04% 5.835%
14 11.480 1593 1597 1609 rBvV 333244 350471 28.36% 3.674%

15 11.980 1679 1682 1691 rBV3 37246 45322 3.67% 0.475%
16 13.063 1861 1866 1869 rBV 1076389 1032897 83.58% 10.827%
17 13.598 1955 1957 1961 rBV3 19151 18449 1.49% 0.193%
18 13.933 2011 2014 2024 rBV2 33928 47304 3.83% 0.496%
19 14.133 2044 2048 2058 rBV 330252 351887 28.47% 3.689%
20 14.251 2065 2068 2071 rBV 23384 21262 1.72% 0.223%
21 14.557 2116 2120 2127 rBV2 46759 56660 4._.58% 0.594%
22 14.868 2169 2173 2177 rBV 76433 84251 6.82% 0.883%
23 15.221 2229 2233 2239 rVB 85123 98494 7.97% 1.032%

24 15.615 2295 2300 2305 rBV 77288 108107 8.75% 1.133%
25 15.668 2305 2309 2317 rVB 145549 215126 17.41% 2.255%

26 16.068 2372 2377 2384 rVB2 62518 101136 8.18% 1.060%
27 16.592 2461 2466 2474 rVB3 37848 68572 5.55% 0.719%

Sum of corrected areas: 9539887
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110908.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 21.36 ng 379483 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 23 (2.222 min): BF110908.D (-17) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 2.20 2.30 2.40 2.50 2.60
S N N N O — m/z 43.05 40.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 29.35%
o ?9 35 1] | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 26.11%
29
1? “\ ‘\ ‘ miin 67\H\ . 97
G S R A S RS AR RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
7 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.57%
5000 55
43
27
o1 \usm‘\ I__67 )l 8 98 115 AN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 55.16 ng 979778 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 786 (6.710 min): BF110908.D (-782) (-) m/z 132.00 100.00%
132
5000 68
96 ISR S L L
40 54 28 | 106 6.40 6.60 6.80 7.00
0 N N - N | R m/z 68.10  40.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SRR AN SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.80%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
640 6.60 6.80 7.00
5000 m/z 65.95 25.42%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.16%
5000 98 116
3 IS .JM Ll fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4 Undecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.98 2.59 ng 45322 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Isoamvl nitrite 117 C5H11NO2 000110-46-3 38
4 Nonanoic acid 158 C9H1802 000112-05-0 27
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25

Abundance Scan 1682 (11.980 min): BF110908.D (-1679) (-) m/z 73.00 100.00%
43 57 7B
5000
129
5 ”””””AHIHA””
I U T| 9"7 11|5 ‘ 143 157 171 185 21|3 11.60 11.80 12.00 12.20
0 ...,....,.'..'. A m/z 43.00 89.87%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
1T w
5000 43 T -(fJ ARRUVAREE B
1160 11,80 12.00 12.20
29 129 143 m/z 57.00 78.34Y%
| l | 115 | | . 186
0..:!'8.|...I|I.'.."!'.':. |Il |I| Hlll M Ilfilgl S M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid W
60 78
41 AM DA SRR SR I
11.60 11.80 12.00 12.20
5000 29 129 m/z 60.00 76.27%
87
115 172
R ) ol =0 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8485: Isoamy| nitrite P
29 41 57 11.60 11.80 12.00 12.20
m/z 55.00 70.68%
5000 7
0 15 ‘H MH Wil 8 102 117
m/z--> 25 40 60 85 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Carbonic acid, isobutyl oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.69 ng 47304 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 83
Abundance Scan 2013 (13.927 min): BF110908.D (-2011) (-) m/z 57.05 100.00%
g7
43
71
5000

9111125 R e o B
149163 13.60 13.80 14.00 14.20

0 m/z 43.05 65.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
7
5000 TT LR B TTT T T

13.60 13.80 14.00 14.20
m/z 71.00 54.16%

25139 153 168 183196210224 253

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43 57
69 83 B B
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 49 _.59%
111
139
T s N
m/z--> 20 0 60 80 100 120 140 160 180 200 220 240
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B B
43 57 13.60 13.80 14.00 14.20
69 83 m/z 56.00 40.15%
97
5000
111
meww.”ﬁ@WW®m%ww
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.22 ng 56660 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2121 (14.563 min): BF110908.D (-2116) (-) m/z 57.10 100.00%

2

5000
85
127150 302 L B LB L N L B
L, ] | L I 120 1A L U
ol L I e || M/z 43.05  74.39%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane

5000 LA L L L L L B

14.20 14.40 14.60 14.80
m/z 71.10 61.36%

. 211 239 267 295 323 352

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane

s

14.20 14.40 14.60 14.80

5000 85 m/z 85.05 34.20%
29 113
oL L) |4 169 197 225 253 281 309 337 365 394
i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R B aE e e
57 14.20 14.40 14.60 14.80
m/z 41.00 30.05%
5000 85
113 147 169
o || |7, 169 197 225 253 281 309 337 365 437
i e e e e T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.79 ng 84251 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2173 (14.868 min): BF110908.D (-2169) (-) m/z 57.10 100.00%
57
5000 85
113 1460 1480 1500 1590
155 183 295 14.60 14.80 15.00 15.20
oL i) 1|,.J.1~.-.'-,'.'.'.-.~,.~.-.'.,....,....,....,...., m/z 43.10 71.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 R AR SUNI L SR
14.60 14.80 15.00 15.20
m/z 71.05 66.04%
113 141
oL20) i | J | 177,169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 2%0 360 3%0 460 !
Abundance #223851: Hentriacontane
57
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 45 _48%
85
29 113 141 169
oL 2L L j L 47y 141 160 197 225 253 260 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane AR R B
57 14.60 14.80 15.00 15.20
m/z 55.05 26.66%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 ! 14.|60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110908.D

Aca On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample : J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.22 9.16 ng 98494 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2233 (15.221 min): BF110908.D (-2229) (-) m/z 57.10 100.00%
57
5000 85
|} 1 101 160 197 25 252 "' 15.00 15.20 15.40 15.60
ol b T e e m/Z 71.10  63.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

15.00 15.20 15.40 15.60
m/z 43.10 55.88%

5000

113
141 169 197 225 253 280 309

351 379 407 436

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57
R B e
15.00 15.20 15.40 15.60
5000 a5 m/z 85.05 50.12%
29 3 1m
L2 || | 777,242 169 197 225 253 205 366
...,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane R B A B TR S
57 15.00 15.20 15.40 15.60
m/z 55.05 23.14%
5000 85
29
. | 1113141 169 197 225 253 281 310
e R B
m/z--> 50 100 150 200 250 300 350 400 15.00 15 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112018\
Data File : BF110908.D

Acq On : 20 Nov 2018 21:35

Operator : JU/SJ

Sample - J5957-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : 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]
Butane, 2-methoxy... 2.22 21.4 ng 379483 1 6.94 355259 20.0
unknown6.71 6.71 55.2 ng 979778 1 6.94 355259 20.0
Undecanoic acid 11.98 2.6 ng 45322 4 11.48 350471 20.0
Carbonic acid, is... 13.93 2.7 ng 47304 5 14.13 351887 20.0
Pentacosane 14_.56 3.2 ng 56660 5 14.13 351887 20.0
Triacontane 14.87 4.8 ng 84251 5 14.13 351887 20.0
Hentriacontane 15.22 9.2 ng 98494 6 15.67 215126 20.0
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