LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

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-BF102318.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 2.322 35 40 46 rVB 309252 418726 16.87% 1.578%
2 3.599 255 257 274 rBV 18259 53296 2.15% 0.201%
3 5.204 526 530 537 rBV 89261 109276 4._.40% 0.412%
4 5.587 590 595 598 rBVY 2448475 2263785 91.22% 8.532%
5 6.587 759 765 777 rBVY 2382819 2479256 99.90% 9.344%
6 6.734 785 790 793 rBVY 2716215 2423469 97 .66% 9.133%
7 6.963 825 829 833 rBY 1096924 896709 36.13% 3.379%
8 7.122 852 856 859 rBVY 2122140 1799614 72.52% 6.782%
9 7.528 919 925 928 rBVY 1541613 1499853 60.44% 5.653%
10 8.245 1043 1047 1051 rBvV 1256761 1206904 48.63% 4 .548%

11 9.322 1225 1230 1233 rBV 2966020 2481639 100.00% 9.353%
12 9.710 1292 1296 1304 rVB 265557 237286 9.56% 0.894%
13 10.010 1342 1347 1350 rBV 1501092 1376934 55.48% 5.189%
14 10.798 1477 1481 1494 rVB 1706176 1482541 59.74% 5.587%
15 11.498 1596 1600 1603 rBV 1510555 1345671 54.23% 5.071%

16 11.522 1603 1604 1608 rVvVv 106782 65489 2.64% 0.247%
17 11.575 1608 1613 1618 rVB2 27340 33666 1.36% 0.127%
18 12.004 1683 1686 1689 rBV2 57966 58463 2.36% 0.220%
19 12.716 1803 1807 1812 rBV 77694 65158 2.63% 0.246%

20 12.945 1843 1846 1848 rBV2 123533 112019 4_.51% 0.422%

21 13.080 1865 1869 1873 rBV 2188673 1957749 78.89%% 7.378%

22 13.298 1903 1906 1910 rVB 46369 38810 1.56% 0.146%
23 13.639 1960 1964 1967 rBV2 64150 61214 2.47% 0.231%
24 13.969 2014 2020 2024 rBV2 167073 195184 7.87% 0.736%
25 14.004 2024 2026 2031 rVB 64264 59262 2.39% 0.223%

26 14.145 2046 2050 2053 rBV 1031610 878913 35.42% 3.312%
27 14.286 2070 2074 2082 rVB 113411 112258 4._.52% 0.423%
28 14.592 2122 2126 2129 rBV 170134 157253 6.34% 0.593%
29 14.910 2176 2180 2186 rBV 263557 273911 11.04% 1.032%
30 15.268 2235 2241 2249 rVB 310730 410074 16.52% 1.545%

31 15.539 2284 2287 2292 rVB4 19278 28594 1.15% 0.108%
32 15.668 2303 2309 2316 rBV2 873190 1193304 48.09% 4._.497%
33 16.127 2381 2387 2394 rBV 238239 396344 15.97% 1.494%
34 16.662 2473 2478 2485 rVB 123774 223324 9.00% 0.842%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.304 2580 2587 2592 rVB4 39453 87889 3.54% 0.331%
36 18.045 2710 2713 2722 rVBS8 21681 50471 2.03% 0.190%

Sum of corrected areas: 26534308
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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\BF102518\

BF110165.D

25 Oct 2018 17:27

JussJ

J5636-02

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.32 9.34 ng 418726 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 40 (2.322 min): BF110165.D (-35) (-) m/z 73.05 100.00%
(<}
5000 43 }\
55 87
37| 7 220 240  2.60 '
o} B 1 NP UPR. A N D O m/z 43.05 38.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 T T T[T T T[T
43 220 240  2.60
55 87 m/z 55.05 28.74%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 AU
220 240  2.60
5000 55 m/z 87.05 25.00%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436_Panane,34nemoxy— I L
73 220 240  2.60
m/z 41.05 13.12%
5000
45
29
o 89 %S e 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.20 2.44 ng 109276 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 529 (5.199 min): BF110165.D (-526) (-) m/z 43.00 100.00%
43
59
5000
ot Al ot ok o ek
IR S .. SN RN B 77 - RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SR SRR
4.80 500 520 5.40 5.60
m/z 101.00 18.01%
o 25 3t 37 83 o3 M1
miz--> I 20 30 40 S0 60 70 so 9 100 10
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 560
5000 m/z 58.00 16.04%
29 101
o 15 Y 51 73 83 95
miz--> 0 2 30 40 80 60 70 8 80 100 1i0
Abundance #8344: 3-Hexanol, 4-methyl- e P
59 4.80 500 520 5.40 5.60
m/z 41.10 10.92%
5000 41
69 87
Lo sl .
m/z--> 10 20 30 ' 50 6|0 7'0 80 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 54 .05 ng 2423470 1,4-Dichlorobenzene-d4 6.96
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 5-Aminoindole 132 C8H8N2 005192-03-0 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 789 (6.728 min): BF110165.D (-785) (-) m/z 132.00 100.00%
5000 68
6 T T T T T
54 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'.‘.‘?,....61'.-.| SRR -7 A W . S [ N m/z 68.10 42.87%
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 N
5000 SRR SRS SRR
6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.29%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 27.25%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole O EAmEE
132 6.40 6.60 6.80 7.00

m/z 69.10 17.38%

5000
104
51 66
14 27 37 44 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

77

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Sulfurous acid, octadecyl 2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.44 ng 195184 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
Abundance Scan 2020 (13.969 min): BF110165.D (-2014) (-) m/z 57.10 100.00%
43 ’
71
5000
125 941 163 13.60 13.80 14.00 14.20
1 183 209 m/z 43.05 78.48%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 57
71
5000 AR A SRR UM B
13.60 13.80 14.00 14.20
11, m/z 71.10 61.30%
o 29 0| 141155169183197 224 253 269
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
13.60 13.80 14.00 14.20
5000 43 m/z 55.05 54 .15%
71
29 ‘ 85 1 )
SIS0 0 T - -1 N o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester L B e
57 13.60 13.80 14.00 14.20
m/z 83.10 39.80%
5000 43
il 1 8
0 \‘ LU ullh \M \H . ‘u | 125139 154 196 224 269
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 2é0 280 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.55 ng 112258 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2075 (14.292 min): BF110165.D (-2070) (-) m/z 57.10 100.00%
g7
71
43
5000

113127141155169183 202 230 20 14.00 14.20 14.40 14.60
m/z 71.10 63.55%

99

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57

43

14.00 14.20 14.40 14.60
m/z 43.05 55.00%

5000

99

o 113127141155169183197211 240

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

Abundance #105885: Octadecane
57
43 L R B
71 14.00 14.20 14.40 14.60
5000 o m/z 85.10 45.58%
2 9113
o b | ) °127141155169183197211005239 254
S A i sl it
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane BN Rt B
3 5 14.00 14.20 14.40 14.60
4 m/z 55.05 23.31%
71
5000
85
29 o
o I 4 )3 1}3127141155169183197211225239253 282
N it e LS BLS S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .59 3.58 ng 157253 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tricosane 324 C23H48 000638-67-5 93
3 Eicosane 282 C20H42 000112-95-8 92
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2126 (14.592 min): BF110165.D (-2122) (-) m/z 57.05 100.00%

57
5000 85

14.20 14.40 14.60 14.80 15.00

3 I .IJ J ‘141 169 197215 253 282302 324

N i e e e P e m/z 43.10 62.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L L L L LB

14.20 14.40 14.60 14.80 15.00
m/z 71.05 61.70%

29 113
oL, I 1,141,169 107 225 253 295 323 367
— Al T T
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
R AR ER
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 46.32%
113 324
oL AL LT 2002, 2 2 s ]
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane ST T T T
57 14.20 14.40 14.60 14.80 15.00

m/z 41.00 22 .85%

5000

‘ (113 141 169 197 225 253 282

ot 77— RS mE T

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00

N
©
(o]
()]
E
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .91 4_.59 ng 273911 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2180 (14.910 min): BF110165.D (-2176) (-) m/z 57.05 100.00%
57
5000 85
13 14.60 14.80 15.00 15.20
141 169
ol A 197 225 253 281300 m/z 43.10 64.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR BRI BULRLILE B B
mmmmmmmm
m/z 71.10 64 .43%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #175557: Tetracosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.05 48 .54%
29 113
0 l I | ‘Jl |14 ‘169 197 225 253 281 309 338
m/z--> éo 100 150 260 2%0 360 3%0
Abundance #194493: Hexacosane L L B B B N R B
57 14.60 14.80 15.00 15.20
m/z 55.00 20.41%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 e e
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.
15.27 6.87 ng 410074 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2241 (15.268 min): BF110165.D (-2235) (-) m/z 57.05 100.00%
57
5000 85
L g8 100 157 2820 1500 1520 1640 1560
R 5 0 0 e L - —— m/z 71.05 63.19%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 R NS IUNN B DU
15.00 15.20 15.40 15.60
m/z 43.10 61.12%
oL 314 |13 141 160 17 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
15,00 15.20 15.40 15.60
5000 85 m/z 85.05 47 .43%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane R e ERE R
57 15.00 15.20 15.40 15.60
m/z 55.05 23.24%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.13 6.64 ng 396344 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2387 (16.127 min): BF110165.D (-2381) (-) m/z 57.10 100.00%
57
5000 85 J\
(e o 15180 16,00 16.20 1640
Ol b A a7y 29, 207 289 267 m/z 71.10 59.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 T T T T T[T T[T
mmmmmmmm
29 m/z 43.05 57 .60%
o LA [ D00 a07 25 omg 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.10 46.74%
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 #194493: Hexacosane L L L L B B I B R R |
57 15.80 16.00 16.20 16.40
m/z 55.00 21.06%
h I A\&JM
. 290 11| M8 141 169 107 225 253 295 323 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 15. 80 16. 00 16 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110165.D

Aca On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample : J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.66 3.74 ng 223324 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2478 (16.662 min): BF110165.D (-2473) (-) m/z 57.05 100.00%
57
HURR AR NN SUNURE B
113 141 449 16.40 16.60 16.80 17.00
oLkl '--‘lﬂi P AL N m/z 43.10 65.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 LN IS BRI SULRE AU
85 1640 16,60 16.80 17.00
29 m/z 71.10 59.31%
oL | M8 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57
o 1640 16.60 16.80 17.00
5000 m/z 85.10 47 .13%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane T e
57 16.40 16.60 16.80 17.00
m/z 55.00 22.28%
o I MNVVNﬂWW%qNNW/\WWVWWﬂNWWWﬁvq
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo @ 250 %o ﬁ)4& 1mmmmmmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102518\
Data File : BF110165.D

Acq On : 25 Oct 2018 17:27

Operator : JU/SJ

Sample - J5636-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 9.3 ng 418726 1 6.96 896709 20.0
2-Pentanone, 4-hy... 5.20 2.4 ng 109276 1 6.96 896709 20.0
unknown6.73 6.73 54_.0 ng 2423470 1 6.96 896709 20.0
Sulfurous acid, o... 13.97 4.4 ng 195184 5 14.15 878913 20.0
Heptadecane 14.29 2.5 ng 112258 5 14.15 878913 20.0
Hexacosane 14.59 3.6 ng 157253 5 14.15 878913 20.0
Heneicosane 14 .91 4.6 ng 273911 6 15.67 1193300 20.0
Heptadecane, 9-oc... 15.27 6.9 ng 410074 6 15.67 1193300 20.0
Triacontane 16.13 6.6 ng 396344 6 15.67 1193300 20.0
Octacosane 16.66 3.7 ng 223324 6 15.67 1193300 20.0
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