LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 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-BF012519.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 5.040 499 502 512 rBV 49701 75429 3.43% 0.401%
2 5.457 570 573 598 rBY 1513481 1698542 77.20% 9.029%
3 6.469 742 745 763 rBVY 1539886 1853512 84.25% 9.853%
4 6.598 763 767 782 rVB 2220633 1955646 88.89% 10.396%
5 6.822 801 805 814 rBV 489855 463015 21.04% 2.461%
6 6.975 827 831 852 rVB 1619036 1473922 66.99% 7.835%
7 7.387 897 901 924 rBVY 1113876 1169386 53.15% 6.216%
8 8.104 1019 1023 1040 rBV 580731 603745 27 .44% 3.209%
9 9.175 1201 1205 1217 rBV 2455683 2200136 100.00% 11.695%
10 9.575 1269 1273 1281 rBV 95399 99056 4 _.50% 0.527%

11 9.857 1317 1321 1334 rBV 748570 710856 32.31% 3.779%
12 10.651 1453 1456 1471 rBV 1454612 1521948 69.18% 8.090%
13 11.351 1571 1575 1587 rBV 681268 746980 33.95% 3.971%
14 11.863 1659 1662 1678 rBV3 93438 124309 5.65% 0.661%
15 12.651 1794 1796 1803 rBV3 20861 30286 1.38% 0.161%

16 12.927 1839 1843 1846 rBV 2596911 2185295 99.33% 11.617%
17 13.816 1990 1994 2005 rBV3 61328 108046 4.91% 0.574%
18 13.998 2021 2025 2035 rBV 628119 660244 30.01% 3.510%

19 14.127 2044 2047 2051 rBvV2 30515 27545 1.25% 0.146%
20 14.433 2095 2099 2102 rBV 70004 60723 2.76% 0.323%
21 14.733 2146 2150 2154 rBV 81040 80255 3.65% 0.427%
22 14.810 2159 2163 2166 rVvV 46789 49100 2.23% 0.261%
23 15.068 2201 2207 2211 rVB2 84345 108573 4_.93% 0.577%
24 15.433 2265 2269 2272 rBV 60944 83882 3.81% 0.446%
25 15.474 2272 2276 2284 rVB 367027 525765 23.90% 2.795%
26 15.863 2337 2342 2346 rVB 62425 90059 4_.09% 0.479%
27 16.351 2419 2425 2431 rBvV4 34896 75459 3.43% 0.401%
28 16.927 2520 2523 2530 rVB7 16968 30151 1.37% 0.160%
Sum of corrected areas: 18811865
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

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

5.04 3.26 ng 75429 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 502 (5.040 min): BF112625.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101 IR R SRR
s 83 4.80 500 5.20 5.40
e e e e e e e m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL I
59 480 500 520 5.40
m/z 101.00 21.20%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43
480 5.00 520 5.40
5000 m/z 58.10 14 .84%
55
21 37, | a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e AARaaEm s o
43 4.80 500 5.20 5.40
m/z 41.00 9.58%
5000 101
28 59
15 ‘ 70 84
"'I'“"I"lMW"' Nﬂ.l..,?ﬂlli....l.H.Zﬁ 'l"l'?§'|""|' U R UL IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.60 Concentration Rank 1

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

6.60 84.47 ng 1955650 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 767 (6.598 min): BF112625.D (-763) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . . . .
qrev |asus )l "m/z 68.10 38.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 AT
6.0 640 6.60 6.80 7.00
m/z 134.00 33.04%
8 7 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 26.00%
63 81
31 59 | ‘\‘ A 72\ ‘\ 92 1(\)1‘ 1:!-\2 |
miz--> 40 60 80 100 120 140 160 180 N
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.80%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— ——r— ——r—
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
11.86 3.33 ng 124309 Phenanthrene-d10 11.35
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64
Abundance Scan 1662 (11.863 min): BF112625.D (-1659) (-) m/z 73.00 100.00%
73
43 60
5000 129
“‘Tlﬁ 157 213 11.60 11.80 12.00 12.20
171185 ) ) ) )
199 256
- 1l ,n!“. b L AB T T ..,...|.,2]217.. o2 "m/z 60.00 81.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 43.05 77.57%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid

11.60 11.80 12.00 12.20
m/z 41.05 76.70%

5000

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

Abundance #72646: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 71.44%
5000
29
129
“ T7 1115 ‘ 171185 214

o | | uets | WS4 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octatriacontyl pentafluorop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.27 ng 108046 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
Abundance Scan 1995 (13.821 min): BF112625.D (-1990) (-) m/z 57.00 100.00%
5{7
5000 ML
13.60 13.80 14.00 14.20
" ...,....,....20.7... A e || Mz 43.10 96.69%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
97
5000 LR SRR BRI SULBULE I
13.60 13.80 14.00 14.20
m/z 83.05 89.35%
2q 139 181 205 281 341376415 460 532 577 678
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
13.60 13.80 14.00 14.20
5000 m/z 55.05 87 .18%
97
J ﬂ | 148182 2O
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate e MR ma s )
57 13.60 13.80 14.00 14.20
m/z 69.05 73 .54%
97
5000
39
20 } 181 222 264 306 348 391432 504 549 650
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.
15.07 4.13 ng 108573 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2207 (15.068 min): BF112625.D (-2201) (-) m/z 57.10 100.00%
7
85
5000

14.80 15.00 15.20 15.40
m/z 71.10 73.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
97
5000 85 LA L L L L L LB
14.80 15.00 15.20 15.40
113 m/z 43.10 65.62%
29 | d AH 169,197 225 253 281 309 337 365 393 422
e e T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
R IS i
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 59.81%
29 113
111 [ | 141 169 197 225 253 296
L s o s e I  BLLLA I o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L B e L
57 14.80 15.00 15.20 15.40
m/z 41.05 24.91%
5000 85
29 113
| ” 141 169 197 225 253 295 323 367
....,.... A B s
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.43 ng 90059 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2342 (15.863 min): BF112625.D (-2337) (-) m/z 57.10 100.00%
5000
1 15 o1 230 26 15160 1580 1600 1620
m/z 43.10 67.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LI L BRI SULBLLN UL
15. 60 15. 80 16. oo 16. 20
m/z 71.10 64 .64%
29‘ ]113 141 169 282
A ,.1 At L 9725 288 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.05 53.58%
29| | |} ﬂlﬁ3 141 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane R BRI man i B
57 15.60 15.80 16.00 16.20
m/z 99.10 22.07%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112625.D

Aca On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.35 2.87 ng 75459 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Tetratetracontane 619 C44H90 007098-22-8 78

Abundance Scan 2425 (16.351 min): BF112625.D (-2419) (-) m/z 57.05 100.00%

85

5000

F

16.00 16.20 16.40 16.60
m/z 71.10 79.79%

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

r

5000 85 LI L B L L
16.00 16.20 16.40 16.60
29 m/z 43.10 70.40%
| J | 1141 169 197 225 253 281 309 337 365 394
b ,....,.... : e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethyloutyl)-
43
e
71 16.00 16.20 16.40 16.60
5000 m/z 85.10 67.28%
99 127 183 281
| ] L1 rohass TP o 251 2 310 387 364
—— N e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane B R B man B L
57 16.00 16.20 16.40 16.60
m/z 41.00 35.10%
o T \“MLMNwhWﬂdwﬂ/\hwwﬂwﬁWWwMWHm
13 94
||| 77,141 169 197 225 253 281 309 337 365 437
T T e T e T e
m/z--> 50 100 150 200 250 300 350 400 16 00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112625.D

Acq On : 19 Feb 2019 17:12

Operator : JU/SJ

Sample : K1515-12

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.04 3.3 ng 75429 1 6.82 463015 20.0
unknown6 .60 6.60 84.5 ng 1955650 1 6.82 463015 20.0
n-Hexadecanoic acid 11.86 3.3 ng 124309 4 11.35 746980 20.0
Octatriacontyl pe... 13.82 3.3 ng 108046 5 14.00 660244 20.0
Triacontane 15.07 4.1 ng 108573 6 15.47 525765 20.0
Eicosane 15.86 3.4 ng 90059 6 15.47 525765 20.0
Octacosane 16.35 2.9 ng 75459 6 15.47 525765 20.0

8270-BF012519.M Wed Feb 20 15:56:17 2019 Page: 10



