LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 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-BF073019.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 2.134 3 8 22 rVB 887591 1183465 29.42% 3.153%
2 5.481 572 577 580 rBVY 3480672 3526453 87.67% 9.395%
3 6.493 743 749 767 rBVY 3384124 3862330 96.02% 10.290%
4 6.628 767 772 775 rBVY 3953905 3819980 94.97% 10.177%
5 6.851 807 810 819 rBVY 1048040 864240 21.49% 2.302%
6 7.010 833 837 840 rBVY 3392506 3025934 75.23% 8.061%
7 7.416 901 906 909 rBVY 2476183 2458711 61.13% 6.550%
8 8.134 1024 1028 1052 rVvB 1190966 1060750 26.37% 2.826%
9 9.216 1207 1212 1215 rBV 4035596 4022298 100.00% 10.716%
10 9.604 1274 1278 1292 rBV 525492 459765 11.43% 1.225%

11 9.892 1323 1327 1336 rBV 1466900 1189957 29.58% 3.170%
12 10.681 1457 1461 1478 rBV 2315865 2416293 60.07% 6.437%
13 11.380 1576 1580 1587 rBV 1089252 1058513 26.32% 2.820%
14 11.904 1666 1669 1677 rBvV2 265102 318419 7.92% 0.848%
15 12.592 1783 1786 1794 rBV 130598 119666 2.98% 0.319%

16 12.692 1799 1803 1810 rBV 117714 165827 4.12% 0.442%
17 12.822 1820 1825 1830 rVB 112814 122825 3.05% 0.327%
18 12.963 1844 1849 1852 rBV 3509338 3168680 78.78% 8.442%
19 13.439 1923 1930 1936 rBV 223531 254184 6.32% 0.677%
20 13.533 1936 1946 1948 rBV7 71510 156828 3.90% 0.418%

21 13.880 1988 2005 2019 rBV6 158100 706351 17.56% 1.882%
22 14.021 2024 2029 2032 rBV 916967 989023 24 .59% 2.635%
23 14.174 2052 2055 2059 rBvV 54901 53974 1.34% 0.144%
24 14.480 2104 2107 2111 rVB 117321 111023 2.76% 0.296%
25 14.786 2156 2159 2165 rVB 147017 140827 3.50% 0.375%

26 15.063 2202 2206 2208 rBV 84936 116642 2.90% 0.311%
27 15.121 2213 2216 2223 rVB2 220637 299688 7.45% 0.798%
28 15.363 2254 2257 2263 rVB 53891 79339 1.97% 0.211%
29 15.427 2264 2268 2273 rVV2 80658 133757 3.33% 0.356%
30 15.492 2273 2279 2294 rVB 722756 1194206 29.69% 3.182%

31 15.939 2350 2355 2361 rBV 118549 181543 4_.51% 0.484%
32 16.439 2436 2440 2450 rVB2 62685 123220 3.06% 0.328%
33 17.027 2537 2540 2546 rVB3 21001 43212 1.07% 0.115%
34 17.292 2580 2585 2593 rVB7 46461 107962 2.68% 0.288%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 37535885
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080119\

BF115925.D

1 Aug 2019 23:42

HP/JU

K4044-17

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 27.39 ng 1183470 1,4-Dichlorobenzene-d4 6.85
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 7 (2.128 min): BF115925.D (-3) (-) m/z 73.00 100.00%

B
5000 43
55 87

37 | 67 220 230 240 2.50
0"l'"'I""Illl'l"l""|""||""|""|""|"'-|----|----|---- m/z 43.00 36.51%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55 AN SRR R A R
43 2,20 2.30 2.40 2.50
- 87 m/z 87.00 25.85%
sl L el |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 AR SRR R A B
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 24.21%
0 , 79 |, 97 112 129
||||| ||||||
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- Lv—y—yv
73 2,20 2.30 2.40 2.50

m/z 41.00 11.90%

5000 43
58
29 ‘ 8(

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.63 Concentration Rank 1

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

6.63 88.40 ng 3819980 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF115925.D (-767) (-) m/z 132.00 100.00%
5000 68
40 o J 620 640 6.60 6.80 7.00
ol |7 er [ sms | h/z 68.00  40.8%%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og M° SRS RARE SRS RS N
620 640 6.60 6.80 7.00
m/z 134.00 33.68%
o 8 7 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.23%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.00 16.81%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 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\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.
11.90 6.02 ng 318419 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1668 (11.898 min): BF115925.D (-1666) (-) m/z 73.00 100.00%
4 6073
5000
o 129
115 | 143157171185 199233 1160 11,80 12.00 12.20
0 m/z 43.00 90.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR AR AR
umnmnmnm
m/z 60.00 79.38%
| lITJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 41.00 71.94%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L e o
43 60 78 11.60 11.80 12.00 12.20
m/z 54.95 68.01%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.13 ng 165827 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1803 (12.692 min): BF115925.D (-1799) (-) m/z 72.95 100.00%
5000 ¥
12.40 12.60 12.80 13.00
0 m/z 43.00 95_.54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
ile]
5000 129 R EREE mm s
o7 12. 40 12 60 12. 80 13 00
185 241 o84 m/z 60.00 85.93%
L gisT, | 207
m/z--> 55 100 1éo 260 2%0 360 3éo
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
ile]
73 12.40 12.60 12.80 13.00
5000 284 m/z 55.00 79.43%
129
185
oL lL I b | a7 SO ees | s sm
m/z--> 50 1 o 150 200 250 300 350
Abundance #95851: Pentadecanoic acid I EAmEmEEE RS
43 | 73 12.40 12.60 12.80 13.00
m/z 57.00 77.18%
5000 129
97 199 242
0.15.“.‘£|“ ImliIlILMIIII 718@‘ 223‘|||||||||||||| SN
m/z--> 50 100 150 200 250 300 350 12. 40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.44 5.14 ng 254184 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 53
3 Octanamide 143 C8H17NO 000629-01-6 47
4 Nonanamide 157 C9H19NO 001120-07-6 46
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 38
Abundance Scan 1930 (13.439 min): BF115925.D (-1923) (-) m/z 59.00 100.00%

9

5000

13.20 13.40 13.60 13.80
m/z 72.00 75.21%

126 45

ol 184 220238 264281 302318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

5000 TT T T T ||/|\‘||||| 1T
13 20 13. 40 13.60 13 80
m/z 55.00 38.61%
0 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106565: Hexadecanamide
59
T T
13.20 13.40 13.60 13.80
5000 m/z 41.00 34.07%

\\ A | 8 114 14 170 105212 238255

Ol Al b (W42 170 196212 2382
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20317: Octanamide BB A RS Raae s B
59 13.20 13.40 13.60 13.80
m/z 43.00 25.66%
5000
L 8\6 14 143
onwm”p”w””“”w”m“”.””.”.””“”w””.”.””“”.””“. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Dibenz(a,e)aceanthrylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.17 ng 156828 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 95
2 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 95
3 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 93
4 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 76
5 1H-Imidazo[4,5-b]phenazine, 2-(2... 302 C17H10N4S 1000319-15-8 59

Abundance Scan 1945 (13.527 min): BF115925.D (-1936) (-) m/z 302.05 100.00%

302

If

5000
71 151
43 99 13.20 13.40 13.60 13.80
125 202 225 248 274 318
O m/z 300.00 25.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146703: Dibenz(a,e)aceanthrylene
302
5000 TT [T T T T [T T I T [T T T T [TTTT]
13.20 13.40 13.60 13.80
151 m/z 303.10 25.72%
b3 74 100 136 | 174 198 222 248 274
R R L o e B S e AR REEEE s e RRRSSRRRRIEaREay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146692: Dibenzo(a,i)pyrene
302
-‘IIIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
5000 m/z 151.00 24 .22%
151
0 63 99 136 J 174 198 222 248 274 Jh
RN R e L an n e e ERRRNERERIRSRSSEREEELanRay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146695: 3,4:8,9-Dibenzopyrene
302 13.20 13.40 13.60 13.80
m/z 304.05 20.15%
5000
151
o 51 74 101117136 | 168 198 204 248 274 || “~ m
v'“v“'v“'w“'v“'v“"“"“"“"“"“"“"“"“"“" e EmEEmEEEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,2:4,5-Dibenzopyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.88 14.28 ng 706351 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 96
2 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 95
3 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 95
4 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 93
5 1,2,9,10-Dibenzopyrene 302 C24H14 000191-30-0 64

Abundance Scan 2005 (13.880 min): BF115925.D (-1988) (-) m/z 302.10 100.00%

2
5000

13 60 13. 80 14. OO 14 20
178 200216231248 274
o m/z 104.95 30.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146697: 1,2:4,5-Dibenzopyrene "
302

5000 e
13.60 13.80 14.00 14.20

m/z 83.00 30.21%

69 99 124 131 222 248 274 y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146692: Dibenzo(a,i)pyrene
302

13.60 13. 80 14. OO 14.20

o

5000 m/z 57.00 28.91%
151
o 63 99 125 | 174 198 222 248 274 ‘M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146703: Dibenz(a,e)aceanthrylene R e B
302 13.60 13.80 14.00 14.20

m/z 303.00 28 .90%

5000

151

39 74 100 124 174 198 222 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.25 ng 111023 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2107 (14.480 min): BF115925.D (-2104) (-) m/z 57.00 100.00%
57
T AL__,]LL\
5000
113 a0 14140 1460 1480
141 183 211 14.20 14.40 14.60 14.80
I 11 Lo Al et 2l 2295317 w7z 71.00  71.92%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B B UM
mmmmmmmm
m/z 43.00 65.69%
29 113
o L Ll |77 141 169 197 225 253 296
m/z--> 6 §0 160 1%0 260 2éo 360 3%0
Abundance #94352: Hexadecane, 2-methyl-
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 54 .53%
29 197
oz LALLM | 2
m/z--> 0 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- A E R EE e e
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .00%
e T M
o 3 } | L\lf3J 141 169 197 %39 267 294 323 352
m/z--> c') 50 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.79 2.36 ng 140827 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2160 (14.792 min): BF115925.D (-2156) (-) m/z 57.05 100.00%
q7
85
5000
4 Y T e
141 19 197 253 14.40 14.60 14.80 15.00 15.20
) S— ....,]!..J[..'!.,.J...,*...-.,....,.... R 282 815 0 Tm/z 71.00  78.99%
m/z--> mmmmmmmmmmmmmmmm
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
g7
5000 4 85 [N URBU SR BRI B
14. 40 14. 60 14. 80 15. oo 15. 20
”3 15 m/z 85.00 62.60%
0 - | n |l| Al | 1137 || 1[ 207 225
m/z--> %b&%m@mmmmmmmmmﬁ
Abundance #83028: Hexadecane
g7
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 43.00 62.59%
0 29 J‘\ \‘ 1::-3 1 141 169 197 226
e o A g B 2o 1 e e T ae S ke S o e o
Abundance #141426: Heneicosane B B E e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.68%
85
5000
4
113
ol 28 ‘ L 141 169 197 225 253 296
m/z--> 2'0 4'0 6|0 80 100 150 140 160 180 200 220 240 260 280 300 350 14. 40 14. 60 14. 80 15. oo 15. 20

8270-BF073019.M Fri Aug 02 15:10:36 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 11 Nonadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.12 5.02 ng 299688 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2216 (15.121 min): BF115925.D (-2213) (-) m/z 57.00 100.00%

57
85
5000
13 02 14.80 15.00 15.20 15.40
141
ol ,}. B |t 169 197 210037255 282707 s34 m/z 71.00 76.19%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AR SN SR DR

14.80 15.00 15.20 15.40
m/z 43.00 60.36%

29
BT 169 197 005 268
ol T e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
o &
14.80 15.00 15.20 15.40
5000 m/z 85.00 53.48%
85
29
o ".‘ | | ] 18 141 160 107 225 253 282
O e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- e EE e,
57 14.80 15.00 15.20 15.40
m/z 55.00 23.60%
5000 85
113
o 3““ L AT 141 169 210 239 267 309 336 366
- . T e
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 12 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.24 ng 133757 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzolelpvrene 252 C20H12 000192-97-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2268 (15.427 min): BF115925.D (-2264) (-) m/z 252.00 100.00%
252
5000
53 74 100 B0 e 173 207224 15.20 15.40 15.60 15.80
o m/z 249.95 24_.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104227: Benz[e]acephenanthrylene
252
5000
15.20 15.40 15.60 15.80
126 m/z 253.00 20.42%
o3 63 83100, | 150 174 200 224 ||
m>m&&mmmmmmmmmmﬁﬁﬁ'
Abundance #104223: Benzo[j]fluoranthene
252
15.20 15.40 15.60 15.80
5000 m/z 302.05 16.91%
126
ol 39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104218: Benzo[a]pyrene EAEEmE RS
252 15.20 15.40 15.60 15.80
m/z 125.90 14.70%
5000
126
ol 39 57 74 100 A 149 174 200 224 _‘
miz-> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 | 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 13 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.04 ng 181543 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2355 (15.939 min): BF115925.D (-2350) (-) m/z 57.00 100.00%

57
85
5000

141 169 197 222 285 266 295 319 15.60 15.80 16.00 16.20
ol " WitV R S m/z 71.00 74.26%

m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L L L L L |
85 15.60 15.80 16.00 16.20
29 113 m/z 43.00 61.32%
ol L L bl 1882 253 2m
B L B e e e O B e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R REARE e
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 55.94%
29 113
oL T, j by g lﬁl 169 197 225 253 295 323 367
S B i o T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T
57 15.60 15.80 16.00 16.20
m/z 55.00 23.54%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
A e T
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO080119\
Data File : BF115925.D

Aca On : 1 Aug 2019 23:42

Operator : HP/JU

Sample : K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 14 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.06 ng 123220 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Heneicosane 296 C21H44 000629-94-7 68
3 Hexacosane 366 C26H54 000630-01-3 68
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 64
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2440 (16.439 min): BF115925.D (-2436) (-) m/z 57.00 100.00%
57
137 153 178197 224245 287 316 16.20 16.40 16.60 16.80
0! m/z 71.00 70.90%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LI UL IS BN B
mmmmmmmm
m/z 85.00 55.30%
0 ?F. l. d J A 141 169 197 225 253 282
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #141426: Heneicosane
57
o " 16.20 16.40 16.60 16.80
5000 m/z 43.00 52.99%
29 113
oL L. Ty J[ I 1?1 (169 197 225 253 296 \kVpkerw&v\hjﬁk*v¢”“¢j\’\dﬂﬂ
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane b RREmE EE e
57 16.20 16.40 16.60 16.80
m/z 55.00 24 .12%
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367
m/z--> 50 100 m 200 250 300 m mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO080119\
Data File : BF115925.D

Acq On : 1 Aug 2019 23:42

Operator : HP/JU

Sample - K4044-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Butane, 2-methoxy... 2.13 27.4 ng 1183470 1 6.85 864240 20.0
unknown6.63 6.63 88.4 ng 3819980 1 6.85 864240 20.0
n-Hexadecanoic acid 11.90 6.0 ng 318419 4 11.38 1058510 20.0
Octadecanoic acid 12.69 3.1 ng 165827 4 11.38 1058510 20.0
9-Octadecenamide, ... 13.44 5.1 ng 254184 5 14.02 989023 20.0
Dibenz(a,e)aceant... 13.53 3.2 ng 156828 5 14.02 989023 20.0
1,2:4,5-Dibenzopy... 13.88 14.3 ng 706351 5 14.02 989023 20.0
Heneicosane 14 .48 2.3 ng 111023 5 14.02 989023 20.0
Tetradecane, 2,6,... 14.79 2.4 ng 140827 6 15.49 1194210 20.0
Nonadecane 15.12 5.0 ng 299688 6 15.49 1194210 20.0
Benzo[e]pyrene 15.43 2.2 ng 133757 6 15.49 1194210 20.0
Hexadecane, 2,6,1... 15.94 3.0 ng 181543 6 15.49 1194210 20.0
Eicosane 16.44 2.1 ng 123220 6 15.49 1194210 20.0
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