LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 2.128 3 7 22 rVB 837188 1113707 31.56% 3.231%
2 2.498 62 70 78 rvB 41446 68749 1.95% 0.199%
3 5.475 572 576 594 rBVY 2845465 2940149 83.31% 8.529%
4 6.486 743 748 751 rBVY 3019555 3083551 87.37% 8.945%
5 6.622 767 771 775 rBVY 3288309 3164091 89.65% 9.179%%
6 6.851 806 810 819 rBVY 1028781 834518 23.65% 2.421%
7 7.010 833 837 840 rBVY 2821587 2473782 70.09% 7.176%
8 7.410 900 905 908 rBVY 2132166 1988072 56.33% 5.767%
9 8.133 1024 1028 1047 rBV 1165699 1055506 29.91% 3.062%
10 9.210 1207 1211 1215 rBV 3739029 3529330 100.00% 10.238%

11 9.604 1274 1278 1287 rVB 446907 356016 10.09% 1.033%
12 9.892 1323 1327 1330 rBV 1468946 1201914 34.06% 3.487%
13 10.680 1457 1461 1477 rBV 2126898 2008611 56.91% 5.827%
14 11.380 1576 1580 1582 rBV 1234371 1174339 33.27% 3.407%
15 11.398 1582 1583 1587 rVV 277214 208978 5.92% 0.606%

16 11.451 1587 1592 1596 rVB2 76182 85501 2.42% 0.248%
17 11.904 1666 1669 1676 rBV2 248073 254538 7.21% 0.738%
18 11.992 1681 1684 1687 rBV 45524 51647 1.46% 0.150%

19 12.592 1782 1786 1790 rBV 383672 363787 10.31% 1.055%
20 12.692 1799 1803 1808 rBV 77986 113740 3.22% 0.330%

21 12.821 1819 1825 1830 rVB 306679 351283 9.95% 1.019%
22 12.963 1844 1849 1852 rBV 3520044 3204772 90.80% 9.297%
23 13.151 1878 1881 1884 rVB 38677 38800 1.10% 0.113%
24 13.251 1895 1898 1901 rBV2 34642 40429 1.15% 0.117%
25 13.439 1927 1930 1933 rBV 182418 154146 4._.37% 0.447%

26 13.657 1964 1967 1972 rVB2 37081 46089 1.31% 0.134%
27 13.868 1999 2003 2013 rVB2 266863 455710 12.91% 1.322%
28 14.015 2024 2028 2031 rBV2 1081539 1203767 34.11% 3.492%
29 14.045 2031 2033 2040 rVB 177539 172074 4._.88% 0.499%
30 14.180 2053 2056 2058 rBV 66599 61969 1.76% 0.180%

31 14.480 2104 2107 2110 rBV 119994 113711 3.22% 0.330%
32 14.786 2156 2159 2164 rVB 177575 184743 5.23% 0.536%
33 15.057 2202 2205 2209 rBV 140727 230285 6.52% 0.668%
34 15.127 2213 2217 2221 rVB 202242 241492 6.84% 0.701%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.362 2254 2257 2263 rVB 76310 98208 2.78% 0.285%

36 15.421 2264 2267 2273 rVB 110739 137264 3.89% 0.398%
37 15.486 2273 2278 2289 rBV 832753 1320949 37.43% 3.832%
38 15.939 2351 2355 2365 rVB 143445 210122 5.95% 0.610%
39 16.445 2437 2441 2447 rVB2 76851 136494 3.87% 0.396%

Sum of corrected areas: 34472833
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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\BFO73119\

BF115875.D

31 Jul 2019 19:26

HP/JU

K4044-05

7 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000
3000000
2500000
2000000
1500000
1000000}

500000

TIC: BF115875.D

5.47

6.62
6.49

7.01

6.85

7.41

O
Time-->

T
5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0——

TIC: BF115875.D

10.68

9.89

8. 13 11.38

9.60
11.40

.45

11.90

1.99

12.59 15 go|

2.6

131%25

Time--> 8.

10.00

9.50 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000 13.44

0

1368

TIC: BF115875.D

14.02
15.49

13.87 Q4 15 1448 14.79 156613 185

Time-->

™1
13.50

14.50 15.00

15.50 16.00 16.50

I
14.00 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\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 26.69 ng 1113710 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 7 (2.128 min): BF115875.D (-3) (-) m/z 73.00 100.00%
73
5000 J\
43
o5 87 RS UL A LU I
. | . 2.20 2.30 2.40 2.50
o SO e | M/Z 43.00  34.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USRI UL AR L I
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 24.99%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U UL IR I I
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 23.51%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50
m/z 41.00 11.59%
5000 J/\L
45
29
89 S5 a7 | 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 unknown6.62 Concentration Rank 1

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

6.62 75.83 ng 3164090 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 771 (6.622 min): BF115875.D (-767) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 620 6.40 6.60 6.80 7.00
qrer |sus ) n/z 68.00  42.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR L UL I I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.02%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 28.70%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T Baa e e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.22%
117
5000
39 91
GO W
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF073019.M Thu Aug 01 16:43:48 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 4.34 ng 254538 Phenanthrene-d10 11.38
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1668 (11.898 min): BF115875.D (-1666) (-) m/z 73.00 100.00%
43 60 73
5000
129
97 TryrrirrrrrrprrTrTrTrTTT
s 143157171185199213227 256 1160 11,80 12.00 12.20
m/z 60.00 86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 43.00 84.17%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11'60 11.80 12.00 12.20
5000 129 m/z 57.00 69.97%
29
115 171
T } ‘ 143157 ‘ 185 214
Illll‘lll‘l‘\ H“‘:‘l‘::” \H |‘ ‘:: ”“ A I NS e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid BB pan e
43 60 73 11.60 11.80 12.00 12.20
m/z 54.95 68.65%
5000 129
29
199
‘ L#“ 143157171185 242
15 | 4
m/z--> 25 Jo 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\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.56 ng 154146 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 1-Phenvl-9-thioureido-3.6-diazah... 302 C16H22N4S 153464-71-2 59
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 Dodecanamide 199 C12H25N0 001120-16-7 49
Abundance Scan 1930 (13.439 min): BF115875.D (-1927) (-) m/z 59.00 100.00%
59
5000
126 1320 13.40 13.60 13.80
154
181 210 232 292 274 301 m/z 72.00  73.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LN BN UL UL B
13.20 13.40 13.60 13.80
m/z 55.00 38.90%
8l 98 126
18 154169184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146221: 1-Phenyl-9-thioureido-3,6-diazahomoadamantane
7’
1320 13.40 13.60 13.80
5000 m/z 41.00 33.90%
302
o1 112108 154170 - 227
 ARRRRARAREN ”‘ \I‘ ‘ Hu\ hL lh\ m Hl ‘\ 1E5 TN I\\tnzél;?” ?.6.9.2.8.5..|...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130204: Octadecanamide B A B B A
59 13.20 13.40 13.60 13.80
m/z 43.00 26.24%
5000
43
\L | | 8101 1% 156 184 212 240355 2§3
m/z--> ﬁo 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.57 ng 455710 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 2003 (13.868 min): BF115875.D (-1999) (-) m/z 57.00 100.00%
57 83
4
5000
SR AR SUNIUE SR B
302 13.60 13.80 14.00 14.20
251 213 58 "m/z 43.00 87.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
29 m/z 55.00 87 .14%
139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 m/z 83.00 85.31%
29
Il 139 167 196 220238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecyl ester A e
57 83 13.60 13.80 14.00 14.20
m/z 69.00 79 .44%
4
5000 djxwﬂwvuvvﬂﬁuJ\RWNMWAJkV¢ﬁM
24 | 139 168 191210 238 265 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.80 ng 184743 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
2 Heneicosane. 10-methvl- 310 C22H46 013287-25-7 83
3 Heptacosane 380 C27H56 000593-49-7 74
4 Heneicosane 296 C21H44 000629-94-7 70
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2160 (14.792 min): BF115875.D (-2156) (-) m/z 57.00 100.00%
57
85
5000
141 14.40 14.60 14.80 15.00 15.20
L ” ;l L~ 109 106214 238256278 307329 34 | “n/z  71.00  78.27%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 U SUMR IR BRI I
14.40 14.60 14.80 15.00 15.20
182 m/z 43.00 60.68%
Al e | oue e
m/z--> 50 100 150 200 250 300 350
Abundance #153229: Heneicosane, 10-methyl-
57
14.40 14.60 14,80 15.00 15.20
5000 85 m/z 85.00 53.42%
154
29 113 182
| ‘ L ﬂ &\ gl | 211 239 281 310
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane e e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 20.81%
5000
85

29
7| (113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.66 ng 241492 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2217 (15.127 min): BF115875.D (-2213) (-) m/z 57.00 100.00%
57
85
5000
113 14.80 15.00 15.20 15.40
141 169 268
] ! .--.II bl 2 107219238 208292 826352 | nyz 71.00  77.74%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 U A S DR
14.80 15.00 15.20 15.40
29 m/z 43.00 62.74%
] 4113‘141 169 197 268
m/z--> 55 100 1%0 260 250 300 3éo
Abundance #175560: Tetracosane
57
85 LR DU BRI U
14.80 15.00 15.20 15.40
5000 m/z 85.00 57 .65%
113 141 160
29 338
‘ \ .i- J‘I L0 07 225 253 2m 20 N0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T e
57 14.80 15.00 15.20 15.40
m/z 55.00 23.72%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2%0 360 3éo ' 14%0 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.18 ng 210122 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
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 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2355 (15.939 min): BF115875.D (-2351) (-) m/z 57.00 100.00%
57
85
5000
M U SR SRR
3 141 15.60 15.80 16.00 16.20
i ll Lo~y 109 197 221244 266285303 381352 | n/7 71.05  77.69%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LR UL BRI BN SRS
15 60 15. 80 16 00 16.20
113 m/z 43.00 62.06%
2] {44 ]] L1 169189 211 239 267 295 303 352
m/z--> §o 100 150 200 250 300 3éo
Abundance #141426: Heneicosane
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.05 56.77%
29 113
P [ M8 169 107 225 253 296
m/z--> §o 100 150 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl- T e
57 15.60 15.80 16.00 16.20
m/z 55.00 23.82%
5000 5 ‘[\IW\’N‘/\/\‘M/
3 .*}- LLtE e 100 g07 22 267 o4 323 se0 o
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115875.D

Aca On 31 Jul 2019 19:26

Operator : HP/JU

Sample : K4044-05

Misc :

ALS Vial : 7 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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.07 ng 136494 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Triacontane 422 C30H62 000638-68-6 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
5 2-methyltetracosane 352 C25H52 1000376-72-6 87
Abundance Scan 2440 (16.439 min): BF115875.D (-2437) (-) m/z 57.00 100.00%

5000

3

16.20 16.40 16.60 16.80
m/z 71.05  82.28%

113 141163 198 204247 286 314337

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane

F .

16.20 16.40 16.60 16.80
m/z 43.00 62.05%

5000

211 239 267 295 323 352

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R B
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 56.28%
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e T M O
57 16.20 16.40 16.60 16.80
m/z 55.00 23.46%
o T W
113
290 | ]] U | 141,169 197 225 267 295 365 393
e Ea — L B AL 8 B R B ma
m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO073119\
Data File : BF115875.D

Acq On 31 Jul 2019 19:26

Operator : HP/JU

Sample - K4044-05

Misc :

ALS Vial : 7 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 26.7 ng 1113710 1 6.85 834518 20.0
unknown6 .62 6.62 75.8 ng 3164090 1 6.85 834518 20.0
n-Hexadecanoic acid 11.90 4.3 ng 254538 4 11.38 1174340 20.0
9-Octadecenamide, ... 13.44 2.6 ng 154146 5 14.02 1203770 20.0
5-Octadecene, (E)- 13.87 7.6 ng 455710 5 14.02 1203770 20.0
Tridecane, 7-hexyl- 14.79 2.8 ng 184743 6 15.49 1320950 20.0
Nonadecane 15.13 3.7 ng 241492 6 15.49 1320950 20.0
Pentacosane 15.94 3.2 ng 210122 6 15.49 1320950 20.0
Triacontane 16.44 2.1 ng 136494 6 15.49 1320950 20.0
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