LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 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-BF051019.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 5.028 498 500 509 rBV 45099 61027 1.27% 0.168%
2 5.446 568 571 593 rBY 1930669 2257348 46.98% 6.227%
3 6.463 740 744 762 rBVY 1239999 1572913 32.73% 4 .339%
4 6.587 762 765 782 rVB 3671106 3699172 76.98% 10.204%
5 6.810 800 803 811 rBVY 1093407 932709 19.41% 2.573%
6 6.969 826 830 846 rBVY 3415069 3092041 64.35% 8.529%
7 7.375 895 899 915 rBVY 2828865 2853446 59.38% 7.871%
8 8.092 1017 1021 1035 rBVvV 1302272 1208486 25.15% 3.334%
9 9.169 1199 1204 1207 rBvV 5181477 4703309 97.88% 12.974%
10 9.563 1267 1271 1274 rBV 206276 179149 3.73% 0.494%

11 9.763 1302 1305 1315 rBV 107780 139353 2.90% 0.384%
12 9.845 1315 1319 1327 rVB2 1449331 1342746 27.94% 3.704%
13 10.639 1450 1454 1464 rBV 3045790 3181524 66.21% 8.776%
14 11.333 1569 1572 1579 rBV 1619493 1472196 30.64% 4.061%
15 11.863 1658 1662 1672 rBvV2 299112 386267 8.04% 1.066%

16 12.645 1791 1795 1802 rBV 172467 225376 4.69% 0.622%
17 12.922 1837 1842 1845 rBV 4913043 4805144 100.00% 13.255%
18 13.810 1990 1993 2001 rBV2 103699 137546 2.86% 0.379%
19 13.980 2018 2022 2031 rBV 1390518 1301956 27.10% 3.591%
20 14.121 2043 2046 2049 rBvV 76003 64960 1.35% 0.179%

21 14.427 2095 2098 2101 rVB 156091 132694 2.76% 0.366%
22 14.727 2146 2149 2153 rVB 208552 198446 4._.13% 0.547%
23 15.057 2201 2205 2209 rBV 231378 256581 5.34% 0.708%
24 15.445 2264 2271 2279 rVB2 902602 1441366 30.00% 3.976%
25 15.851 2335 2340 2347 rVB 212942 308329 6.42% 0.851%

26 16.339 2418 2423 2428 rBV 121161 218197 4._.54% 0.602%
27 16.915 2518 2521 2529 rVB3 46014 78938 1.64% 0.218%

Sum of corrected areas: 36251219
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF051019.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: BF114580.D
5000000

4000000 6.59

6.97

3000000 7.37

2000000 5.45

6.46

NI

s L S LS L

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: BF114580.D
5000000 917 12.92

4000000

10.64
3000000

2000000 11.33

9.85

1000000

S

o1
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: BF114580.D
5000000

4000000
3000000

2000000
13.98

1000000 15.44

13.81 14.43 14.73 15.06 15.85 16.34
1412 % ) N 0.3 16.92

e e =

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\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.59 Concentration Rank 1

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

6.59 79.32 ng 3699170 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.593 min): BF114580.D (-762) (-) m/z 132.00 100.00%
32
5000 68
5 A ma et
54 | 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
..,....,....,...:l'.'.‘.‘?,... sull B e LA us L m/z 68.05 40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS VRS LRSS R R
6.20 6.40 6.60 6.80 7.00
0
314 5L 78 m/z 134.00 34.06%
'W“”I““l'%Ph'P”W'”h”'W“”I””P'”P”'P”W'”W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.52%
39 91
51 g5 ‘
27 105
oL T Te | sl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- A R
132 6.20 6.40 6.60 6.80 7.00
117 m/z 69.05 15.25%
5000
2 - 91
s @ B e Mea | wl® Il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Benzoic acid, p-tert-butyl- Concentration Rank 10

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

9.76 2.08 ng 139353 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 96
2 6-tert-Butvl-2.4-dimethviphenol 178 C12H180 001879-09-0 64
3 Terephthalaldehvde mono-(diethvl... 208 C12H1603 081172-89-6 59
4 5-Fluoro-8-auinolinol 163 C9H6FNO 000387-97-3 59
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 52

Abundance Scan 1305 (9.763 min): BF114580.D (-1302) (-) m/z 163.10 100.00%
163
5000
o1 135
ol 178 9.40 9.60 9.80 10.00
65 103 145 | | 4 : .80 _10.
S| O .", N Wl .'.'-,~. el "m/z 135.00  33.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43766: Benzoic acid, p-tert-butyl-
163
5000
01 135 9.40 9.60 9.80 10.00
178 m/z 91.00 28.33%
15 27 ||. L es 1 108 1> | 15
miz--> % 40 e0 80 100 130 10 160 180
Abundance #44010: 6-tert-Butyl-2,4-dimethylphenol
163
9.40 9.60 9.80 10.00
5000 135 178 m/z 41.05 17.70%
15 27 41 53 65 77 91 105 123 | 145 \ ‘
miz--> B 40 60 80 100 10 140 %0 180
Abundance #67524: Terephthalaldehyde mono-(diethy! acetal) R L B
163 9.40 9.60 9.80 10.00
135 m/z 178.10 13.38%
5000
79
29
105
s | wF e | P w e
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.25 ng 386267 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1662 (11.863 min): BF114580.D (-1658) (-) m/z 43.05 100.00%
4 60 73
5000 129
9 115 171185 213 S DA BN SN BN
| 143157 199 | 227 256 11.60 11.80 12.00 12.20
el m/z 73.00 90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 U B B UL B
11.60 11.80 12.00 12.20
m/z 60.00 87.57%
| L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1160 11.80 12,00 12.20
5000 m/z 57.05 80.22%
29
a5 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid A A E mama e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 68.30%
5000 129
29
15 sasedan SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11feo 11!80 12)00 12!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 6
R.T. EstConc Area Relative to ISTD R.T.

12.65 3.06 ng 225376 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1796 (12.651 min): BF114580.D (-1791) (-) m/z 43.10 100.00%

43 57 73

5000

i

12.40 12.60 12.80 13.00
m/z 57.00 88.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R o B
12. 40 12 60 12. 80 13. 00
0
. 171185 241 o84 m/z 73.00 84 .53%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
3
AN R A RERRE R
129 12.40 12.60 12.80 13.00
5000 m/z 41.10 75.11%
43 57
87 115
g 1
J pl il 1
R N R m s e  RRARNRRR RN RELES AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R EmEEs e
43 | 3 12.40 12.60 12.80 13.00
5 m/z 60.00 73.52%
5000 129
29
199
‘ ‘ 143157171185 242
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Oxalic acid, pentadecyl pro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.11 ng 137546 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
Abundance Scan 1993 (13.810 min): BF114580.D (-1990) (-) m/z 57.05 100.00%
57
5000 97
|1pa168 200 267 134 1360 1380 1400 1420
...,..w.”.ﬂﬂnﬁw.q.”.“.” R R e AN aE L S m/z 43.10 92.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178430: Oxalic acid, pentadecy! propy! ester
43
5000 AR IR B R B
255 Bmmmnmmmmm
m/z 55.05 59.07%
125 162 298
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosyl trifluoroacetate
57
o7 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.05 54 _.84%
39
26] 11 P 181 222 264 306 348 392 437 488
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate I o e e
57 13.40 13.60 13.80 14.00 14.20
m/z 69.05 47 .45%
97
5000
39
26| || P 181 222 264 320 362 405 446476 521 622
m/z--> 50 1(')0 1&1;0 200 250 300 350 400 450 500 550 600 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.04 ng 132694 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87

Abundance Scan 2098 (14.427 min): BF114580.D (-2095) (-) m/z 57.10 100.00%

57
5000 85

11 14 20 14. 40 14 60 14. 80
141 169 197 225 324
i i I.H P s A SN L P — m/z 43.10 70.70%

m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57

5000 85 L o e B e e
14 20 14. 40 14 60 14. 80

m/z 71.10 57.47%

113
UL LT 200 197 225 253 o 5
R N A M A e o o TR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
et A A
14.20 14.40 14.60 14.80
5000 o m/z 85.05 42.19%
29
UL M3 141 169 107 225 253 281 309 337 365 394
R o S i G A AL R S LA e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane L T B D
57 14.20 14.40 14.60 14.80
m/z 55.00 23.59%
5000 85
29 113 14
0L 77,141 169 197 225 253 281 309 337 380
! 1 S M R G SO L SR A e .
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.75 ng 198446 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexatriacontane 507 C36H74 000630-06-8 74
Abundance Scan 2149 (14.727 min): BF114580.D (-2146) (-) m/z 57.05 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
ol—] ,I. AT Mse 183 211 265284302 356 o 4370 66.99%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 AU SRR IARER IAREE
85 14.40 14.60 14.80 15.00
29 m/z 71.10 55_.57%
AL B e e g 20
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
14.40 14.60 14.80 1500
5000 85 m/z 85.10 45 _.17%
40 “J‘ , ‘\113 \141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L B B A S EMEE G e
57 14.40 14.60 14.80 15.00
m/z 55.10 22 .36%
5000 85
3 “ LB B 183 211 239 281
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.56 ng 256581 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2206 (15.063 min): BF114580.D (-2201) (-) m/z 57.10 100.00%
g7
5000 85
141 169 14.80 15.00 15.20 15.40
N ll l A 290 225 298 281 8% | Tz 43.05  66.94%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L LR BULRL UM IR
14.80 15.00 15.20 15.40
113 m/z 71.10 66 .14%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #175557: Tetracosane
57
14,80 15.00 15.20 1540
5000 85 m/z 85.10 47 .86%
29 113
| 0Ll T° 141 189 197 225 253 281 309 338
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane B R B E e a e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.44%
85
5000
29 113
BNy J | 141 169 197 225 253 296
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\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.85 4.28 ng 308329  Perylene-di2 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 91

2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 2-methylhexacosane 380 C27H56 1000376-72-7 87
Abundance Scan 2340 (15.851 min): BF114580.D (-2335) (-) m/z 57.05 100.00%
g7
5000 85
141 169 15.60 15.80 16.00 16.20
A ,I.‘! i .I' el 197,225 258 283 355 | "m/z 43.05  64.75%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB
15.60 15.80 16.00 16.20
m/z 71.05 60.58%
29 113 141
BN L u141, 169 197 205 253 295 323 367
ey e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
e =
15.60 15.80 16.00 16.20
5000 g5 m/z 85.05 48.20%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
e T e e L = e Lt
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T T T
57 15.60 15.80 16.00 16.20
m/z 55.10 21.21%
5000 a5
29 113
| ] | gl 770 141 169 197 225 253 281 309 338
e A T e T e e R B o e o
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF051019.M Mon May 27 04:36:33 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114580.D

Aca On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.03 ng 218197 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 2423 (16.339 min): BF114580.D (-2418) (-) m/z 57.10 100.00%
57
IUNNUMUNSEBUAR RS
113 141 169 16.00 16.20 16.40 16.60
...,...j.|....,....,2.41...2?1..2?‘.‘,....3,5?...,... m/z 43.10 64.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AU AREE
16. oo 16. 20 16 40 16.60
29 m/z 71.10 56.55%
| | | 1141 169 197 1225 253 281 309 337 365 394
m/z--> éo 100 150 200 250 360 3éo 460
Abundance #219831: Triacontane
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.05 46 .55%
113
29| 1| A |, 141 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1%0 260 250 360 3éo 460
Abundance #175557: Tetracosane R I E e
7 16.00 16.20 16.40 16.60
m/z 55.00 22.10%
- T W
29 113
‘ L Ty°, 141 169 197 225 253 281 309 338
m/z--> % ﬁo @ 2& ﬁo 300 3% ﬁo mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052419\
Data File : BF114580.D

Acq On : 24 May 2019 20:05

Operator : JU/SJ

Sample : K2970-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .59 6.59 79.3 ng 3699170 1 6.81 932709 20.0
Benzoic acid, p-t... 9.76 2.1 ng 139353 3 9.85 1342750 20.0
n-Hexadecanoic acid 11.86 5.3 ng 386267 4 11.33 1472200 20.0
Octadecanoic acid 12.65 3.1 ng 225376 4 11.33 1472200 20.0
Oxalic acid, pent... 13.81 2.1 ng 137546 5 13.98 1301960 20.0
Tricosane 14.43 2.0 ng 132694 5 13.98 1301960 20.0
Heptadecane 14.73 2.8 ng 198446 6 15.44 1441370 20.0
2-methyloctacosane 15.06 3.6 ng 256581 6 15.44 1441370 20.0
Hexacosane 15.85 4.3 ng 308329 6 15.44 1441370 20.0
Octacosane 16.34 3.0 ng 218197 6 15.44 1441370 20.0
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