LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 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-BF040319.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 5.287 540 544 565 rBY 2025230 2370894 71.29% 8.164%
2 6.328 717 721 737 rBVY 2219553 2557974 76.91% 8.808%
3 6.445 737 741 750 rVB 2768602 2495861 75.05% 8.594%
4 6.669 776 779 792 rVB 729179 708153 21.29% 2.438%
5 6.828 802 806 823 rBVY 2176348 1976878 59.44% 6.807%
6 7.239 872 876 899 rBVY 1514055 1619375 48.69% 5.576%
7 7.957 994 998 1007 rBV 782790 900708 27.08% 3.101%
8 8.022 1007 1009 1017 rvVvB2 23926 34093 1.03% 0.117%
9 9.027 1176 1180 1192 rBV 3245508 2987366 89.82% 10.286%
10 9.427 1244 1248 1257 rBV 289780 294742 8.86% 1.015%

11 9.704 1291 1295 1308 rvB 1170002 1056873 31.78% 3.639%
12 10.492 1425 1429 1444 rBV 1737048 1894313 56.96% 6.523%
13 11.186 1543 1547 1559 rBV 1215015 1271475 38.23% 4_.378%
14 11.721 1635 1638 1646 rBv3 173712 220368 6.63% 0.759%
15 12.398 1750 1753 1764 rBV 142498 162211 4._.88% 0.559%

16 12.504 1768 1771 1778 rBV 104849 155577 4.68% 0.536%
17 12.627 1787 1792 1800 rVB 132691 171596 5.16% 0.591%
18 12.768 1811 1816 1819 rBV 3375349 3325818 100.00% 11.452%

19 13.251 1893 1898 1904 rVvB2 24191 36895 1.11% 0.127%
20 13.339 1908 1913 1915 rBV2 39364 42579 1.28% 0.147%
21 13.662 1965 1968 1973 rVB 59632 56599 1.70% 0.195%

22 13.745 1973 1982 1989 rBV4 108867 423951 12.75% 1.460%
23 13.821 1991 1995 2007 rVB 1162394 1334301 40.12% 4.594%
24 13.980 2018 2022 2026 rBV 149734 135263 4_.07% 0.466%
25 14.286 2070 2074 2077 rVB 218360 210417 6.33% 0.725%

26 14.574 2120 2123 2128 rBV 274425 277657 8.35% 0.956%

27 14.845 2165 2169 2171 rBV 41479 54681 1.64% 0.188%
28 14.886 2172 2176 2183 rVB 310051 326420 9.81% 1.124%
29 15.174 2222 2225 2229 rVB 44776 44526 1.34% 0.153%

30 15.227 2229 2234 2247 rBV 1004275 1337988 40.23% 4.607%
31 15.621 2296 2301 2308 rVB 180547 251987 7.58% 0.868%

32 16.074 2373 2378 2388 rVB2 104356 186949 5.62% 0.644%
33 16.603 2462 2468 2477 rVB5 51151 117164 3.52% 0.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 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-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 29041652
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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: BF113718.D

3000000
6.45

2500000
6.33] 6.83

2000000 5.29

1500000 .24

1000000
6.67

500000

R T L

T
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: BF113718.D

3000000
2500000
2000000

10.49

1500000
9.70 11.19

1000000 706

500000 043 .
o I k T v | GO

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: BF113718.D

3000000
2500000
2000000

1500000

13.82
15.23

1000000

500000 14.89
1308 1429 147 1562 1607
13 : 1454 157 i : 16,60

O e e e e e e e e e

R 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\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown6.45 Concentration Rank 1

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

6.45 70.49 ng 2495860 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 742 (6.451 min): BF113718.D (-737) (-) m/z 132.00 100.00%
5000
68
0 o || 7o T | e o o ok
o Jgrer | eus W m/z 68.00 34.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IERSENUAEE RSN R
6.20 6.40 6.60 6.80
2 51 78 m/z 133.90 34.21%
0 U AR SR U
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
5000 67 m/z 65.95 22.41%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! e e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 13.27%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.72 3.47 ng 220368 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1638 (11.721 min): BF113718.D (-1635) (-) m/z 72.90 100.00%

143 199 | 227 256 11.40 11.60 11.80 12.00
m/z 42.95 90.78%

0!

43 60 73
5000 129
14“ 97 115 157171185 233

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 LA L L L L L B LB L |

11.40 11.60 11.80 12.00

m/z 60.00 88.17%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
N R EE RS
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 74 .39%
29
o 15 “ “ L_“uv 143157
e EAERR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e AR
43 60 73 11.40 11.60 11.80 12.00
m/z 54.95 70.91%
5000 129
29
199
‘ 143 157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.33 ng 155577 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 1770 (12.498 min): BF113718.D (-1768) (-) m/z 72.95 100.00%
43 7B
5000 129 F_A-_FWV,A\*MvnnAa~MMMU
185 241 A B R BN R
:JJ 143157171 284 12.20 12.40 12.60 12.80
Obrrr prrrri m/z 43.00 95.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129 R e e  EEmEmmmm
nmnmnmnm
m/z 59.85 77.41%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
5]
12.20 12.40 12.60 12.80
5000 m/z 56.95 76.36%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R R R
78 12.20 12.40 12.60 12.80
43 m/z 54.95 70.64%
5
5000 129
; 185 228
115
1 143,:7171
Qbbb Al ﬁ‘..lﬂu MY St e il .‘..1.???.1.3..‘.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.57 ng 171596 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 C16H10 000206-44-0 91
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 59
4 1-Leucvl-I-leucine. N.N"-dimethv... 458 C24H46N206 1000328-59-2 33
5 BH-1,2,4-Triazino[5,6-b]Jindole-3... 202 C9H6N4S 028668-95-3 9
Abundance Scan 1792 (12.627 min): BF113718.D (-1787) (-) m/z 202.00 100.00%
202
5000
39 51 63 75 88 1?1 123 150 174 189 || 218 12.40 12.60 12.80 13.00
O ] o L L m/z 200.00 19.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62823: Pyrene

12.40 12.60 12.80 13.00
m/z 203.00 17.73%

5000

27 39 51 63 75 122134 150 163174 189

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62827: Fluoranthene
202
12.40 12.60 12.80 13.00
5000 m/z 201.00 16.50%
101
o 3951 63 75 8 7| 122 150163174 ||
Lo B e e B L Lt o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- R R
202 12.40 12.60 12.80 13.00
m/z 100.90 13.22%
5000
oL 15 27 39 51 63 75 88 101113126137 150 163 17617 I
R e A e L AR ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.74 6.35 ng 423951 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1981 (13.739 min): BF113718.D (-1973) (-) m/z 83.00 100.00%

g7

5000

23

139 167 189,0, 2o° 13.40 13.60 13.80 14.00

0 m/z 57.00 99.17%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 LA L L L L L L |
1L 13.40 13.60 13.80 14.00
29 m/z 55.00 96.94%
0 A |[139 163182 210 237255 356
- T I T T I T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55
R A REER R
13.40 13.60 13.80 14.00
5000 m/z 43.00 92.88%
29
L ’ | 4%° 168 195 238 266
ol e A
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester L e E
a7 13.40 13.60 13.80 14.00
83 m/z 69.00 84.08%
5000 111
29 140
0 AP 1R M0 prS e
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.03 ng 135263 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2022 (13.980 min): BF113718.D (-2018) (-) m/z 56.95 100.00%
57
NI PN SUNLIE R
141 13.60 13.80 14.00 14.20
ol J, k. '1 (109 107 225245 281 m/z 43.00 63.83%
m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane
5000 85 AR DR UG R
Bmwmmmmm
m/z 71.00 63.29%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> §o 100 1%0 260 250 360 350
Abundance #141426: Heneicosane
57
o 13.60 13.80 14.00 1420
5000 m/z 84.95 49 _.52%
29 113
R R J | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #124147: 2-Bromotetradecane PR TR T
57 13.60 13.80 14.00 14.20
m/z 41.00 21.61%
85 \’/\/\\JL/JL/N
5000
29
| } 1113 141 197
Y T P .
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.15 ng 210417 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
Abundance Scan 2075 (14.292 min): BF113718.D (-2070) (-) m/z 56.95 100.00%
57
5000
U3 141 169 1q7 254 114,00 14.20 14.40 14.60
I el A m/z 70.95 70.72%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 N B B B
14.00 14.20 14.40 14.60
29 m/z 43.00 60.35%
o dd h g [T 100 107 pp5 25
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 114,00 14.20 14.40 14.60
5000 m/z 84.95 53.45%
29 113
oL ‘ || 7,1 169 107 225 253 296
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #185535: Heptadecane, 9-octyl- R AR REEEs T
57 14.00 14.20 14.40 14.60
m/z 54.95 27 .47%
5000 85
o 31“} | ) M3 141 160 197 % 67 204 323 3m2
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 14.'00 14.'20 14.'40 14.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.15 ng 277657 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2122 (14.568 min): BF113718.D (-2120) (-) m/z 57.00 100.00%
57
5000 85
| ez 1470 1440 1460 1430 "
0 R W P 0 O O m/z 43.00 65.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 AR DA LR SRS
14.20 14.40 14.60 14.80
29 m/z 71.00 64 .55%
oL | M8 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 49 .60%
118 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane R Eaaes e AR
57 14.20 14.40 14.60 14.80
m/z 41.00 22.10%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 14'20 14. 40 14. 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.88 ng 326420 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2177 (14.892 min): BF113718.D (-2172) (-) m/z 57.00 100.00%
57
85
5000
113 141 169 14,60 14.80 15.00 15.20
oLl .U|, L g 107219239208 281 | n/z 71.00  69.41%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 LI L U SO B

14.60 14.80 15.00 15.20
m/z 43.00 60.35%

113
141 169 197 239 267 204 323 352

oL, -3

miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
-t
14.60 14.80 15.00 15.20
5000 o m/z 85.00 55.44%
113
ol 3t l Ly 57141 182 11 25p 281 303 337
N e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T TR TR T
57 14.60 14.80 15.00 15.20
m/z 54.95 21.08%
5000 g5
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
A b L T L e O A R R M MMM
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Eicosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.62 3.77 ng 251987 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2301 (15.621 min): BF113718.D (-2296) (-) m/z 57.00 100.00%
g7 n
85
5000
141 15.40 15.60 15.80 16.00
ol ,I. Ll ‘| -l.-l 109,197 225 258 295 | m/z 71.00 64.60%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 L IS B SULRULN I
1540 15.60 15.80 16.00
m/z 43.00 63.45%
29 113
okl L [0 141 169 107 225 253 206
m/z--> 50 100 1%0 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
g7
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 53.84%
oL “‘\ | 1{1%3J 141 169 197 9 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane LRI L N LN LA B
57 15.40 15.60 15.80 16.00
m/z 55.00 22 .25%
- 1 \MM
113
m/z--> 50 100 1&1,0 2(')0 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041119\
Data File : BF113718.D

Aca On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample : K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.79 ng 186949 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2377 (16.068 min): BF113718.D (-2373) (-) m/z 57.00 100.00%

5000

:

15.80 16.00 16.20 16.40
m/z 71.00 63.57%

o 155977197 245 284
m/z--> 50 100 150 200 250 300 350 400

Abundance #185533: Pentacosane

? .

5000 85 LA L L L L L L
15. 80 16. OO 16. 20 16 40
113 m/z 43.00 56.48%
141
SRS H DTS W el —
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
R R B
15.80 16.00 16.20 16.40
5000 85 m/z 85.00 49.14%
113
oL 3t L | 141 169 197 239 567 204 323 352
e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane RN e e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.46%
h T J\%/\/\g/wm
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
A A e e e e R R AR
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041119\
Data File : BF113718.D

Acq On : 11 Apr 2019 14:12

Operator : JU/SJ

Sample - K2358-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 70.5 ng 2495860 1 6.67 708153 20.0
n-Hexadecanoic acid 11.72 3.5 ng 220368 4 11.19 1271480 20.0
Octadecanoic acid 12.50 2.3 ng 155577 5 13.82 1334300 20.0
Benzene, 1,1"-(1,... 12.63 2.6 ng 171596 5 13.82 1334300 20.0
Pentafluoropropio... 13.74 6.3 ng 423951 5 13.82 1334300 20.0
Hexacosane 13.98 2.0 ng 135263 5 13.82 1334300 20.0
Octadecane 14.29 3.1 ng 210417 5 13.82 1334300 20.0
Triacontane 14 .57 4.2 ng 277657 6 15.23 1337990 20.0
Heptadecane, 9-oc... 14.89 4.9 ng 326420 6 15.23 1337990 20.0
Eicosane, 7-hexyl- 15.62 3.8 ng 251987 6 15.23 1337990 20.0
Pentacosane 16.07 2.8 ng 186949 6 15.23 1337990 20.0
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