LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 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-BF122419 .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 5.051 500 504 519 rVB 419096 476836 15.02% 1.651%
2 5.463 570 574 594 rBV 2402112 2284969 71.97% 7.913%
3 6.481 743 747 767 rBVY 2474271 2555140 80.48% 8.849%
4 6.622 767 771 774 rBVY 3085724 2642955 83.25% 9.153%
5 6.851 806 810 817 rBV 881362 730593 23.01% 2.530%
6 7.004 833 836 840 rBVY 2349632 2028783 63.90% 7.026%
7 7.416 901 906 917 rBV 1695492 1530008 48.19% 5.299%
8 8.139 1025 1029 1044 rBV 1004555 968844 30.52% 3.355%
9 9.216 1208 1212 1215 rBvV 3922870 3146761 99.12% 10.898%
10 9.610 1276 1279 1287 rBV 108176 95015 2.99% 0.329%

11 9.898 1324 1328 1337 rBV 1400003 1169814 36.85% 4_.051%
12 10.692 1459 1463 1477 rBV 2468876 2219876 69.92% 7.688%
13 11.392 1578 1582 1585 rBV 1420678 1205873 37.98% 4.176%
14 11.416 1585 1586 1590 rVB 81219 43477 1.37% 0.151%
15 11.916 1667 1671 1679 rBV 335875 364680 11.49% 1.263%

16 12.610 1785 1789 1794 rBV 119154 131265 4._.13% 0.455%
17 12.704 1802 1805 1811 rBV2 71760 109853 3.46% 0.380%
18 12.839 1823 1828 1832 rBV 98083 108678 3.42% 0.376%
19 12.980 1848 1852 1855 rBV 3775264 3174693 100.00% 10.994%
20 13.874 2001 2004 2016 rVB2 430450 691799 21.79% 2.396%

21 14.045 2029 2033 2036 rBVY 1086054 1022528 32.21% 3.541%
22 14.504 2108 2111 2114 rBV3 91141 109841 3.46% 0.380%
23 14.886 2173 2176 2194 rVB2 449713 714692 22.51% 2.475%
24 15.157 2219 2222 2224 rBV 94415 126671 3.99% 0.439%
25 15.533 2282 2286 2294 rVB 891730 1221879 38.49% 4.232%

Sum of corrected areas: 28875523
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118326.D

3500000

6.62
3000000

2500000 5.46 6.48 7.00

2000000
7.42

1500000
1000000 6.85

500000 5.05

G A UL

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118326.D

3500000

3000000

2500000 10.69

2000000
1500000 9.90 11.39

1000000 8.14

500000 k 11.92

L 9.61 11.42 k 1246143.84)

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118326.D

3500000
3000000
2500000
2000000

1500000 14.04

15.53

1000000

500000

¥

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4

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

5.05 13.05 ng 476836 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 504 (5.051 min): BF118326.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
S N0 - AN S N m/z 58.95 61.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L RS UL UL I
59 480 500 520 5.40
m/z 101.00 27 .19%
"'I'”'I'””?ﬁ'”ﬁ”'”I"“I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 5.40
5000 m/z 58.00 14.97%
101
15 58
2 M. es 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R E N EEama TRy
59 480 5.00 5.20 5.40
m/z 41.10 9.39%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.62 72.35 ng 2642960 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF118326.D (-767) (-) m/z 132.00 100.00%
5000
68
40 %6 J 620 640 660 6.80 7.00
54 7 5 . ' : ' '
qrer lasus oy oo | w/z 68.10 35.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

VAN
| LI LN LI L LI L LA}

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57 132
24 R RRE R e
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 65.95 23.13%
S WPV P 2 N NN N}
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e R L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.29%
117
5000
39 91
A i M
| | | L \ m
L e L e
m/z--> 20 40 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\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 6

R.T. EstConc Area Relative to ISTD R.T.
11.92 6.05 ng 364680 Phenanthrene-d10 11.39
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 1672 (11.922 min): BF118326.D (-1667) (-) m/z 73.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.05 65.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000 J_/W
11. 60 11. 80 12. 00 12 20
m/z 60.00 65.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73
43 R RAANE E e
11.60 11.80 12.00 12.20
5000 129 m/z 41.05 64.71%
185 228
2 97
W \‘\ ) il . 118 4916 211
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid T T T T
43 73 11.60 11.80 12.00 12.20
m/z 57.05 54 _.75%
5000
ZT 2o 014
,w..whn.,a ”...%%?P...P%é?......%?Z.................” RERENE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.53 ng 691799 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 2003 (13.869 min): BF118326.D (-2001) (-) m/z 83.10 100.00%
56 83
SR AR SUNRILA SR SR
136 13.60 13.80 14.00 14.20
182 234
ol AL 158 182 205 259281 312 337 77 E5 08 96 76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 LR B SULLLE SR B
11 13.60 13.80 14.00 14.20
29 m/z 57.05 90.70%
g [23° 168 210 238 265 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 111 m/z 97.05 90.69%
29 169
LA ‘xihl?g. |, 210 285 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol e T o
55 83 13.60 13.80 14.00 14.20
m/z 43.10 87 .40%
5000 111 ’Ju——//\y/\'
29
e ‘ || ) 159 167 195 230 266 208
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl14.50 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.15 ng 109841 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-butvl-10-propvl- 380 C27H56 055282-33-2 46
2 15.19-Dimethvlpentatriacontane 521 C37H76 056987-86-1 37
3 17.21-Dimethvlheptatriacontane 549 C39H80 067979-79-7 25
4 3-Amino-4-butvrvl-5-phenvl-2.4-c... 302 C18H14N40 1000326-93-7 23
5 Fumaric acid, heptadecyl tetrahy... 438 C26H4605 1000330-59-0 17
Abundance Scan 2110 (14.498 min): BF118326.D (-2108) (-) m/z 57.10 100.00%
57
5000
175 210242, | 356 397 1420 140 14160 1480
gl m/z 71.05 83.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202669: Eicosane, 10-butyl-10-propy!-
57
5000 85 LR SRR B BN S
14.20 14.40 14.60 14.80
J 13 239 33 m/z 85.10 60.14%
L1 141169197 | h67295 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237202: 15,19-Dimethylpentatriacontane
57
85 14.20 14.40 14.60 14.80
5000 224 m/z 43.10 58.96%
252 29933
113141 96 [
g M | & 169} \‘ l 351379407 449477505
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239049: 17,21-Dimethylheptatriacontane R R R
57 14.20 14.40 14.60 14.80
m/z 300.10 55.82%
85
5000
111
141 253 295323
In 169197225 | || 366393471449 505533
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118326.D

Aca On : 26 Dec 2019 19:47

Operator :© JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 10 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.07 ng 126671 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 55
2 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 38
3 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 38
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 30
5 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 25
Abundance Scan 2223 (15.163 min): BF118326.D (-2219) (-) m/z 302.10 100.00%
302
5000 57
85 150
|l 1 | 109 131 14,80 15.00 15.20 15.40
e il m/z 57.10 43.27%
m/z--> 50 100 150 200 250 300 350
Abundance #185532: Pentacosane
57
5000 85 L B SURBLE ISV B B
352 mmmmmmmm
- 113 14 m/z 303.10 41 .51%
169 197
.'l..|| ... I| 1‘ II L 225 ZS?IIZEIHI ,399...,...
m/z--> 50 100 150 200 250 300 350
Abundance #146692: Dibenzo(a,i)pyrene
302
14.80 15.00 15.20 15.40
5000 m/z 300.10 36.60%
151
63 99 125 A 174 198 222 248 274
m/z--> éo 160 1éo 200 2%0 360 3%0
Abundance #146703: Dibenz(a,e)aceanthrylene
302 14.80 15.00 15.20 15.40
m/z 71.00 28.29%
5000
151
39 74 100 124 | 174 198 222 248 274 J
m/z--> 5'0 1(')0 1&'30 200 251,0 300 3&1;0 14. 80 15. 00 15. 20 15'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122619\
Data File : BF118326.D

Acq On : 26 Dec 2019 19:47

Operator : JU

Sample - K6437-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
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]
2-Pentanone, 4-hy... 5.05 13.1 ng 476836 1 6.85 730593 20.0
unknown6 .62 6.62 72.3 ng 2642960 1 6.85 730593 20.0
n-Hexadecanoic acid 11.92 6.0 ng 364680 4 11.39 1205870 20.0
Dichloroacetic ac... 13.87 13.5 ng 691799 5 14.05 1022530 20.0
unknownl14 .50 14.50 2.1 ng 109841 5 14.05 1022530 20.0
Pentacosane 15.16 2.1 ng 126671 6 15.53 1221880 20.0
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