LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 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-BF022020.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 2.669 95 99 107 rBV 141480 224811 3.37% 0.595%
2 4.516 410 413 423 rBV 61164 85922 1.29% 0.227%
3 4 _.957 484 488 503 rvB2 286573 498190 7.47% 1.318%
4 5.375 555 559 585 rBY 3050044 3450110 51.72% 9.130%
5 6.387 727 731 748 rBVY 2770796 3140286 47.07% 8.310%
6 6.722 785 788 799 rVB 819436 787234 11.80% 2.083%
7 6.881 811 815 827 rBVY 3523265 3310749 49.63% 8.761%
8 7.293 880 885 888 rBVY 2414891 2543662 38.13% 6.731%
9 8.004 1002 1006 1015 rBY 1081964 1050134 15.74% 2.779%
10 9.081 1183 1189 1201 rBV 4973701 5625317 84.33% 14.885%
11 9.475 1253 1256 1261 rBV 88668 91799 1.38% 0.243%

12 9.757 1299 1304 1320 rBV 1461029 1370972 20.55% 3.628%
13 10.557 1435 1440 1456 rBV 3536045 4117303 61.72% 10.895%
14 11.245 1553 1557 1565 rBV 1523614 1470897 22.05% 3.892%
15 11.775 1644 1647 1659 rBV 338602 407052 6.10% 1.077%

16 12.557 1777 1780 1791 rBV3 45160 77840 1.17% 0.206%
17 12.645 1791 1795 1798 rVB2 82744 72149 1.08% 0.191%
18 12.833 1821 1827 1830 rBV 5890628 6670847 100.00% 17.652%
19 13.757 1980 1984 1997 rVvB4 107590 252983 3.79% 0.669%
20 13.880 2002 2005 2016 rVB 1125456 1159127 17.38% 3.067%

21 14.633 2129 2133 2137 rVB2 87906 84746 1.27% 0.224%
22 14.704 2141 2145 2149 rBV 292001 272341 4.08% 0.721%
23 14.951 2183 2187 2192 rBV 74594 82186 1.23% 0.217%

24 15.310 2242 2248 2260 rBV 647239 943994 14.15% 2.498%

Sum of corrected areas: 37790651
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Propyl acetate Concentration Rank 4

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

2.67 5.71 ng 224811 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 64
2 Propanal. 2.3-dihvdroxv-. (S)- 90 C3H603 000497-09-6 38
3 Isopropvl acetate 102 C5H1002 000108-21-4 28
4 l1sobutvl acetate 116 C6H1202 000110-19-0 9
5 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9

Abundance Scan 99 (2.669 min): BF119284.D (-95) (-) m/z 43.00 100.00%
43 ]
5000
61
73 UREEE RSN RS RN S
55 | a7 2.40 2.60 2.80 3.00
O+ e e 2t 8T Tm/z 61.00  32.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #4251: n-Propyl acetate
43
5000 UREEE RSN RS RN S
2.40 2.60 2.80 3.00
61 m/z 73.00 21.92%
27 73
0 L 37 , 103
LU UL SR SURLL AL SN SR SULELL SR SURLLEL SRR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
2.40 2.60 2.80 3.00
5000 61 m/z 42.00 11.66%
73 e
55 &7 %
e S U S S I UL SIS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4252: Isopropyl acetate LI L L L L N LB BB
43 2.40 2.60 2.80 3.00
m/z 41.00 10.83%
’/M
5000
61
87
o 15 2T 37, | 101 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Propanoic acid, propyl ester Concentration Rank 7

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

4.52 2.18 ng 85922 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 39
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 23
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 414 (4.522 min): BF119284.D (-410) (-) m/z 57.00 100.00%
g7
5000 75
43
| 87 07 420 4.40 4.60 4.80
Ol el e A Tw/z 75.00 47.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57
29
75
5000 SNBSS AR AR
420 4.40 4.60 4.80
43 87 m/z 43.00 17.68%
0 = l'H”""“"'“I J"'I"%%ﬁ' UL AR BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
420 4.40 4.60 4.80
5000 m/z 41.00 12.81%
75
29 11
14 87 101
G S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8200: Propanoic acid, 1-methylethy! ester
57 420 4.40 4.60 4.80
m/z 87.00 10.53%
43
5000
29
75
101
0"'|”"|“"|”"|ﬁg'|“"w"'w"'w"'w"'w"' BN ASERE R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.96 12.66 ng 498190 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 25
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 25
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 23

Abundance Scan 488 (4.957 min): BF119284.D (-484) (-) m/z 43.00 100.00%
43
59
5000
i il AP
g3 89 |
0...,....,....,..??‘,l!:..,??-!-!;....,|....,....',...:,....,.1.1:5.,.. m/z 59.00 61.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L A R B
59 460 480 500 520
m/z 101.00 25.35%
o 25, 3 37, | 83 93 1?1
miz--> S R R A
Abundance
43 58
460 480 500 520
5000 m/z 71.00 17.82%
71 82
97
G S UL R UL R UL RS R AL SRR RN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4076: Morpholine, 4-methyl-
43 460 4.80 5.00 5.20
m/z 41.10 14.72%
5000
101
15 97 71
o | 933 40 e | 77 86 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.77 5.53 ng 407052 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 1646 (11.769 min): BF119284.D (-1644) (-) m/z 73.00 100.00%

73
43 60
5000
129
7 L e e e BB

LJ“ 015 | 143157171185 199213 ., 256 1140 11,60 11.80 12.00

o} m/z 60.00 70.54Y%

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 A e
11. 40 11. 60 11. 80 12. 00

m/z 43.00 67 .93%

213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11.40 11.60 11.80 12.00

5000 29 129 m/z 41.10 63.62%
87 242
115 143 185199
101 157171 213

O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid

60 73 11.40 11.60 11.80 12.00

m/z 55.10 58 .30%

41
5000 29 129
87
WAL s | e 2
V| il | L
- .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.76 4.37 ng 252983 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1985 (13.763 min): BF119284.D (-1980) (-) m/z 83.05 100.00%
g3
55
111
5000
139 13.40 13.60 13.80 14.00
167
ol ,{ e.L.!,--.-...,20.8...,..2?1.,....,....,.. m/z 97.05 93.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
5000 111
13.40 13.60 13.80 14.00
29 m/z 69.00 82.46%
139
oL | 1130 168 105 238 266
m/z--> éo 100 1%0 260 2éo 360 3%0 460
Abundance
57
83
13.40 13.60 13.80 14.00
5000 111 m/z 55.05 76.97%
29 139 169 210 255 406
o— e L d Ly
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #166292: Behenic alcohol R e e A
56 83 13.40 13.60 13.80 14.00
m/z 57.00 69.75%
5000 1l
29
ol A d LI H k) L1?9.1§7 196 224 252 280 308
m/z--> éo 160 1%0 260 250 360 3%0 460 13.40 13.60 13.80 14.00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030920\
Data File : BF119284.D

Aca On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.70 5.77ng 272341  Perylene-di2 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 94

2 Supraene

3 7.11-Dimethvldodeca-2.6.10-trien...

4 1.5-Heptad

410 C30H50

iene. 3.3.6-trimethvl-

208 C14H240
138 C10H18
5 Methacrylic acid, 2,3-dimethylph... 190 C12H1402

007683-64-9 91
125529-10-4 64
035387-63-4 50
1000360-69-2 47

m/z 69.05 100.00%

14.40 14.60 14.80 15.00

m/z 81.05 50.71%

1
14.40 14.60 14.80 15.00

m/z 41.00 20.85%

14.40 14.60 14.80 15.00

m/z 95.05 13.23%

14.40 14.60 14.80 15.00

Abundance Scan 2144 (14.698 min): BF119284.D (-2141) (-)
69
5000
41
9 137
ol gy 175203 231 283 3
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
41
9 137
ol il gl et aor 231 213209 sader
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000
41
95 137
0 117 163 191 217 245 273 299 341 367 410
— T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
5000
41
95 137
LW.M%M@%mqmqmqmq”
m/z--> 50 100 150 200 250 300 350 400

m/z 68.10 13.07%

14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030920\
Data File : BF119284.D

Acq On : 9 Mar 2020 13:30

Operator : CG/JU

Sample : PB127331BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Propyl acetate 2.67 5.7 ng 224811 1 6.72 787234 20.0
Propanoic acid, p.--. 4.52 2.2 ng 85922 1 6.72 787234 20.0
2-Pentanone, 4-hy... 4_.96 12.7 ng 498190 1 6.72 787234 20.0
n-Hexadecanoic acid 11.77 5.5 ng 407052 4 11.25 1470900 20.0
n-Nonadecanol-1 13.76 4.4 ng 252983 5 13.88 1159130 20.0
Squalene 14.70 5.8 ng 272341 6 15.31 943994 20.0

8270-BF022020.M Tue Mar 10 16:57:12 2020 Page: 9



