LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 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-BF062119.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 5.184 547 552 555 rBVY 2214931 1970881 32.80% 4.721%
2 6.231 725 730 734 rBVY 2473298 2312350 38.48% 5.539%
3 6.360 748 752 755 rBVY 2881648 2371896 39.47% 5.681%
4 6.595 788 792 795 rBVY 1522925 1149361 19.13% 2.753%
5 6.748 815 818 822 rBVY 1995738 1747906 29.09% 4.187%
6 7.154 883 887 890 rBVY 1621503 1321082 21.98% 3.164%
7 7.878 1006 1010 1013 rBV 1784333 1457940 24.26% 3.492%
8 8.954 1189 1193 1196 rBV 2914227 2529340 42.09% 6.058%
9 9.348 1256 1260 1263 rBV 341242 297858 4 ._.96% 0.713%
10 9.619 1302 1306 1310 rBvV 1910499 1697959 28.25% 4_.067%

11 10.401 1435 1439 1442 rBV 1909349 1653563 27.52% 3.961%
12 11.089 1552 1556 1559 rBV 2107968 1848421 30.76% 4.427%

13 11.113 1559 1560 1563 rVV 137557 80340 1.34% 0.192%
14 11.166 1566 1569 1572 rVB 145208 118722 1.98% 0.284%
15 11.589 1635 1641 1643 rBV 43891 69583 1.16% 0.167%

16 11.654 1643 1652 1658 rBV 2530678 3215850 53.51% 7.703%
17 12.289 1757 1760 1764 rBV 307342 295811 4.92% 0.709%
18 12.348 1764 1770 1777 rvv4 210739 496079 8.25% 1.188%
19 12.436 1778 1785 1795 rVV 4293055 6009527 100.00% 14.394%
20 12.519 1795 1799 1802 rVB 323874 372061 6.19% 0.891%

21 12.577 1807 1809 1815 rVB3 76228 104868 1.75% 0.251%
22 12.672 1821 1825 1829 rBV 3542467 3103570 51.64% 7.434%
23 13.271 1925 1927 1930 rVB 93967 74209 1.23% 0.178%
24 13.601 1980 1983 1986 rBV 128878 133002 2.21% 0.319%
25 13.707 1997 2001 2004 rBV 2086352 2135828 35.54% 5.116%

26 13.730 2004 2005 2008 rVB 218560 147080 2.45% 0.352%
27 13.913 2034 2036 2041 rVB2 202575 179345 2.98% 0.430%
28 14.218 2085 2088 2091 rBV 361963 333214 5.54% 0.798%
29 14.513 2134 2138 2141 rBV 549543 549308 9.14% 1.316%
30 14.695 2167 2169 2172 rBV 141476 147452 2.45% 0.353%

31 14.813 2185 2189 2193 rVB 567417 591828 9.85% 1.418%
32 15.071 2229 2233 2238 rVV 1784820 1907631 31.74% 4 _569%
33 15.142 2242 2245 2252 rVB 501327 647679 10.78% 1.551%
34 15.524 2306 2310 2322 rVB2 355534 677510 11.27% 1.623%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 41749054
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115243.D

4000000

3000000 6.36

6.23
2000000 6.75
6. 60 7- 15

1000000

e e L L SRS

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115243.D

4000000

3000000 8.95
11.65

11.09
2000000 7.88 9.62 10.40

2.52
I 1Mu17 - qq

Ol e e et e e e e e

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: BF115243.D

1000000

4000000

3000000
13.71 15.07

2000000

1451 1481 514

1000000 14.22 15.52

13, & 743.91

0 —————————

T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.36 41.27 ng 2371900 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 752 (6.360 min): BF115243.D (-748) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 620 640 660
54 - - - -
ol grer | eus | m/z 68.00 35.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000 A e
6.00 6.20 6.40 6.60
m/z 134.00 33.17%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R B e AR
104 6.00 6.20 6.40 6.60
5000 m/z 66.00 23.14%
31 5l 8
0 ‘ L1 H 1L . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L o
57 132 6.00 6.20 6.40 6.60
24 m/z 68.95 14.07%
5000 98 116
SIS RIS TN T NN NI S 1 A
m/z--> 40 60 80 100 120 140 160 180 6. OO 6.20 6. 40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 34.80 ng 3215850 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 1651 (11.648 min): BF115243.D (-1643) (-) m/z 73.00 100.00%
43 7B
5
5000 129
97 213
U5 | 43157171185, o 227,256 5 11,40 11.60 11.80 12.00
ol 4l 4 m/z 43.00 82.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 RN UL S BRI B

11,40 11.60 11.80 12.00
m/z 60.00 82.09%

83
213
143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73

11.40 11.60 11.80 12.00

soo0l 23 57 129 m/z 57.05 65.28%
185
228
| \\‘M MH } \ 1?31571T1 199
Oln.qh.ﬂﬂﬂ “‘ e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 73 11.40 11.60 11.80 12.00

m/z 41.00 61.29%

57
5000 29 129
7 171 214
Il \\ﬁ 10 1 \ ‘ 143157 | 185

0,.;..,...”.“‘ . ...a,....,....,.... R e RARRERAEEEEEEEEnEs L R EEE s ma

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclopropaneoctanal, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.35 5.37 ng 496079 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaneoctanal. 2-octvl- 280 C19H360 056196-06-6 91
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 91
3 Cvclododecane 168 C12H24 000294-62-2 89
4 8-Heptadecene 238 C17H34 002579-04-6 86
5 7-Hexadecene, (2)- 224 C16H32 035507-09-6 86

Abundance Scan 1770 (12.348 min): BF115243.D (-1764) (-) m/z 55.00 100.00%

5000

1

12,00 12.20 12.40 12.60
o’ m/z 41.00 83.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127746: Cyclopropaneoctanal, 2-octyl-
9 7

5000 R Eanns R Ry SR
12,00 12.20 12.40 12.60

m/z 69.00 76 .89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127646: 9,12-Octadecadienoic acid (Z,2)-
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf

12.00 12.20 12.40 12.60
5000 m/z 43.00 66.96%
187152167182 210 237 264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36737: Cyclododecane

0
55 12.00 12.20 12.40 12.60
m/z 83.05 61.99%

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12. 60

148 165 181 203

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 1

R.T. EstConc Area Relative to ISTD R.T.
12.44 56.27 ng 6009530 Chrysene-di12 13.71
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 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1786 (12.442 min): BF115243.D (-1778) (-) m/z 73.00 100.00%
3 B
129
5000

12.20 12.40 12.60 12.80
m/z 43.00 82.88%

o it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73

5000
12.20 12.40 12.60 12.80

m/z 60.00 76 .50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.00 71.69%

2

Oyt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 55.00 62.78%
5000 129
185 228
0...“..q#.”,.”Jﬂ.J..q:. %ﬁglﬁ?. J”% L S — AR RRRARRESE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.22 3.12 ng 333214 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2088 (14.218 min): BF115243.D (-2085) (-) m/z 57.00 100.00%
57
85
5000
113 242 " 14.00 14,20 14.40 14.60
141
oLt ,I. A AT 160 107215 % 264 204 318338 372 st oo 10 75, 050
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L SIS B IS B
14.00 14.20 14.40 14.60
113 m/z 43.00 63.40%
ol 30 1) ‘d | J Yt 169 197 225 253 281 309 336
m/z--> 56 160 1%0 260 2%0 360 3éo
Abundance #94345: Heptadecane
57
" 14.00 14.20 14.40 14.60
5000 g5 m/z 85.10 55.74Y%
29
m/z--> 56 160 150 260 250 300 3éo
Abundance #129490: Eicosane B R R eI B
57 14.00 14.20 14.40 14.60
m/z 41.00 23.44Y%
85
5000
L3 ‘ | \ | Mt 169 197 225 53 282
m/z--> 5'0 100 150 2(')0 250 300 3éo 14'00 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .51 5.76 ng 549308 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2138 (14.513 min): BF115243.D (-2134) (-) m/z 57.00 100.00%
57
85
5000
11 253 14,20 14.40 14.60 14.80
oL 1L l| L7 u 109 197 225 | 276 31633635 384 |« n757 71.10  77.05%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 LR L B BN BN
14.20 14.40 14.60 14.80
m/z 43.00 60.78%
o3l L | | J141‘169 197 225 253 281 309 338
m/z--> 56 100 150 260 250 360 3éo
Abundance #117638: Nonadecane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 55_.77%
29
m/z--> 56 100 1%0 260 250 360 3éo
Abundance #164584: Heptadecane, 9-hexyl- e e AR
43 14.20 14.40 14.60 14.80
m/z 55.00 21.71%
71
5000
99 210
ol J }J LTSS e2 ) 29 267 206 323
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\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 6.20 ng 591828 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2189 (14.813 min): BF115243.D (-2185) (-) m/z 57.00 100.00%
g7
85
5000
113 0 1460 1480 1500 152
141 169 14.40 14.60 14.80 15.00 15.20
o34 | .U|, AP, 207 245 276298 336 365 395 | sz 71.00  75.23%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 SRR SURRUILE B UL B
85 14.40 14.60 14.80 15.00 15.20

m/z 43.00 60.14%

29
oLl L (18,141 169 197 205 253 281 323 351 380
e o T Rt A S I S A A
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
e
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 58.20%
0 %9“ i | 1\ 141 160 107 25 253 262
A e 8 A
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L o A R
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 21.22%
5000 85
113
oL._3 I J 133 h .183 211 239 281
— T i e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 6.79 ng 647679 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 91
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2245 (15.142 min): BF115243.D (-2242) (-) m/z 57.00 100.00%
5000
141 14.80 15.00 15.20 15.40
0 169 197 225 253276 304325348 382 410 m/z 71.05  76.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 U DA AR B AL
14.80 15.00 15.20 15.40
m/z 43.00 59.74%
N J ﬂlﬁ311?11169 210 239 267 309 336 366
m/z--> 5 100 150 260 250 300 350 400
Abundance #194496: Docosane, 9-butyl-
43
- 14:80 15.00 15.20 15.40
5000 m/z 85.10 54 _75%
99 182
oL L] J 127155 | o1 %2 21 %° 336 3e
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #141426: Heneicosane R B
57 14.80 15.00 15.20 15.40
m/z 55.00 21.17%
85
5000
29 113
oL | “l | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115243.D

Aca On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.52 7.10 ng 677510 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2309 (15.518 min): BF115243.D (-2306) (-) m/z 57.00 100.00%
57
85
5000
L) 1 101 10001 251 265007310 somamnans ats | 1500 1540 1560 1580
ol ol J a7 00101 200 30287310 336360384 41 m/z 71.10 76.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 85 R R B BN SUR
15.20 15.40 15.60 15.80
29 m/z 43.00 57 .35%
113 169
N 0 O 2 7 R
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 56.03%
29
0 l‘ 1“ [l 1 j J{l}3w\14l.1A11691197 24L.O
m/z--> éo 160 1%0 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane B B
57 15.20 15.40 15.60 15.80
m/z 55.00 22.92%
>0 T m
113
o2 LT 141 169 197 205 267 295 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 2éo 3(')0 3éo 4(')0 15.'20 15.'40 15.|60 15.|80

8270-BF062119.M Fri Jun 28 16:58:21 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062719\
Data File : BF115243.D

Acq On 27 Jun 2019 19:36

Operator : HP/JU

Sample : K3512-06 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown-01 6.36 41.3 ng 2371900 1 6.60 1149360 20.0
n-Hexadecanoic acid 11.65 34.8 ng 3215850 4 11.09 1848420 20.0
Cyclopropaneoctan... 12.35 5.4 ng 496079 4 11.09 1848420 20.0
Octadecanoic acid 12.44 56.3 ng 6009530 5 13.71 2135830 20.0
Tetracosane 14.22 3.1 ng 333214 5 13.71 2135830 20.0
Nonadecane 14 .51 5.8 ng 549308 6 15.07 1907630 20.0
Heptacosane 14.81 6.2 ng 591828 6 15.07 1907630 20.0
Docosane, 11-butyl- 15.14 6.8 ng 647679 6 15.07 1907630 20.0
2-Bromo dodecane 15.52 7.1 ng 677510 6 15.07 1907630 20.0
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