LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 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-BF110818 .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 2.251 23 28 41 rVB 248931 328162 24.05% 2.748%
2 5.181 522 526 536 rBV 25808 37481 2.75% 0.314%
3 5.563 587 591 605 rBY 1255155 1227544 89.95% 10.278%
4 6.569 758 762 783 rBVY 1364967 1364636 100.00% 11.426%
5 6.716 783 787 790 rBVY 1509352 1310466 96.03% 10.972%
6 6.945 822 826 833 rBV 533269 432786 31.71% 3.624%
7 7.098 849 852 868 rVB 986272 906193 66.41% 7.587%
8 7.510 918 922 938 rBV 843663 777136 56.95% 6.507%
9 8.228 1040 1044 1064 rBV 584242 533506 39.10% 4_467%
10 9.298 1222 1226 1236 rBv 1255021 1040459 76.24% 8.711%

11 9.692 1289 1293 1302 rBV 154724 136548 10.01% 1.143%
12 9.986 1339 1343 1355 rBB 546305 487848 35.75% 4.085%
13 10.774 1474 1477 1488 rBV 474989 496283 36.37% 4._.155%
14 11.480 1593 1597 1600 rBV 464515 421063 30.86% 3.525%

15 12.698 1801 1804 1811 rVB 79695 72662 5.32% 0.608%
16 12.768 1813 1816 1823 rBV3 10685 17932 1.31% 0.150%
17 12.933 1838 1844 1850 rBV 58269 67886 4._.97% 0.568%
18 13.063 1862 1866 1869 rBV 908361 823762 60.36% 6.897%
19 13.262 1894 1900 1904 rBvV4 11106 17785 1.30% 0.149%
20 13.486 1935 1938 1942 rBV5 10727 14999 1.10% 0.126%
21 13.527 1942 1945 1947 rVV 26770 21933 1.61% 0.184%
22 13.768 1983 1986 1990 rBvV4 8951 15900 1.17% 0.133%

23 13.939 2012 2015 2021 rBV3 66223 104056 7.63% 0.871%
24 14.127 2043 2047 2051 rBV 424523 455175 33.36% 3.811%

25 14.157 2051 2052 2055 rVB 34075 22202 1.63% 0.186%
26 14.562 2118 2121 2122 rBV2 32163 32877 2.41% 0.275%
27 14.874 2172 2174 2177 rVB 36532 36309 2.66% 0.304%
28 15.033 2198 2201 2204 rVB3 43936 46505 3.41% 0.389%
29 15.204 2227 2230 2231 rBV 28365 29620 2.17% 0.248%
30 15.227 2231 2234 2238 rVB 73381 87742 6.43% 0.735%
31 15.621 2298 2301 2303 rBV 50347 61394 4._50% 0.514%
32 15.656 2303 2307 2317 rVB 224896 327191 23.98% 2.739%
33 16.080 2375 2379 2385 rVB 64694 96484 7.07% 0.808%
34 16.609 2464 2469 2474 rBV3 26685 49198 3.61% 0.412%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.227 2570 2574 2579 rBV5 23688 41901 3.07% 0.351%

Sum of corrected areas: 11943624
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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\BF110918\

BF110626.D

9 Nov 2018 14:35

JussJ

J5813-12

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.

2.25 15.17 ng 328162 1,4-Dichlorobenzene-d4 6.95
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 28 (2.251 min): BF110626.D (-23) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
Ol b e e e e || M7z 43.05  40.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A AN RN AR U A
43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.10 28.20%
29.0
0“|“”H'“”#J“|“'w'“'w’“l“'w'“'w'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 25.37%
29.0 ‘
0 H ! ‘ . ‘ ‘ A \‘ ! I 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 13.53%
5000
45.0
29.0
ol 1l “‘\ 5.0 L 101.0 :# .
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.72 Concentration Rank 1

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

6.72 60.56 ng 1310470 1,4-Dichlorobenzene-d4 6.95
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 788 (6.722 min): BF110626.D (-783) (-) m/z 132.00 100.00%
132.0
5000
68.1
wosio | %0 T ek oho Too
Ol el e b L Tm/z 68.10  32.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IBAAAEAR SRR SR AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.28%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.36%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 12.62%
74.0
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7-Hexadecene, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.57 ng 104056 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 95
2 Cetene 224 C16H32 000629-73-2 95
3 Cvclohexadecane 224 C16H32 000295-65-8 93
4 Trichloroacetic acid. 4-hexadecv... 386 C18H33C1302 1000282-92-4 90
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
Abundance Scan 2015 (13.939 min): BF110626.D (-2012) (-) m/z 57.05 100.00%
57.0
83.0
5000
13.60 13.80 14.00 14.20
0 m/z 43.10 91.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81249: 7-Hexadecene, (2)-
54.0
5000 AU BN U
13.60 13.80 14.00 14.20
29.0 m/z 55.10 78 .56%
. | 140.0 167.0 1960 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81244: Cetene
43.0
83.0 AU S SRR
13.60 13.80 14.00 14.20
5000 m/z 83.05 73.21%
111.0
o260 1] | 4l ‘\ | 1400 1680 1960 2240
m/z--> 20 40 60 éo 100 120 150 160 180 200 250
Abundance #81246: Cyclohexadecane R A REER R
550 g§30 13.60 13.80 14.00 14.20
m/z 69.05 67 .84%
5000
29.0 111.0
Jal \H ‘\ | 1390 1670 1960 2240
m/z--> 20 40 60 1(')0 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.84 ng 46505 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
3 Octadecanal 268 C18H360 000638-66-4 83
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 64
5 4-Methyl-dodec-3-en-1-ol 198 C13H260 1000192-41-0 60

Abundance Scan 2200 (15.027 min): BF110626.D (-2198) (-) m/z 57.10 100.00%

5000

180.0 205.2 998 1 253.0 ,g; ¢ 14.80 15.00 15.20 15.40
m/z 43.10 72 .51%

110.1 138.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

.0

5000 LA B L L L L L L
14.80 15.00 15.20 15.40
m/z 82.05 66.77%
0 166.0 194.0 236.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
R N EEEE S s E R
57.0 14.80 15.00 15.20 15.40
5000 m/z 55.05 65.01%
29.0
0 Lo 211.0 250.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal e RARREEE RS
43.0 14.80 15.00 15.20 15.40
m/z 96.05 42 . 73%
5000
109.0
oL 1370 1660 194.0 2220 250.0
RERREEEEERY R N EEEE S s E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF110818.M Mon Nov 12 15:45:31 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.90 ng 96484 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 2379 (16.080 min): BF110626.D (-2375) (-) m/z 57.10 100.00%
57.1
5000
99.1 R AR BN SN B
UL L, pera 17802101 2611 15.80 16.00 16.20 16.40
Ol ﬂ‘hp-:n:;::.'.,:us.,... g m/z 43.10 56.56%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L L BN BRI B

15.80 16.00 16.20 16.40
m/z 71.10 54.97%

99 0
. 27}0|‘ L L, 1410 1830 2250 2820
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
s R o
15.80 16.00 16.20 16.40
5000 m/z 85.10 47 .62%
99.0
0280 ].iAL UJJ‘14}Ol 183.0 2250 267.0 309.0 36503040
S mianan — T e e
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- A B
43.0 15.80 16.00 16.20 16.40
m/z 55.05 21.66%
5000 85.0
o ‘ L | f270 1690 2250 26602950 3370
— , s s R o
m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110626.D

Aca On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample : J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.01 ng 49198 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 50
2 Tetracosane 338 C24H50 000646-31-1 47
3 Decane. 5-propvl- 184 C13H28 017312-62-8 47
4 Octadecane 254 C18H38 000593-45-3 47
5 Heptadecane 240 C17H36 000629-78-7 47
Abundance Scan 2469 (16.609 min): BF110626.D (-2464) (-) m/z 57.00 100.00%
57.0
5000
99.1 LRI AN ORI
| J - 211.0 249.1 16.20 16.40 16.60 16.80 17.00
0..'.,.".'.'.', ||I|.:]- "P'l'“.'“".'..'.,....,....,...., m/z 71.10 64.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 A DA B DU BN

16.20 16.40 16.60 16.80 17.00
m/z 43.05 55.84%

llﬂ | }410 1830 225.0 267.0 309.0 351.0 437.0

0 ...,.... R
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
T T
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 40.71%
99.0
02540 |y ) , 1410 183.0 2250 2670 338.0
L e e I o e e L e o o HELAILLA o o m a
m/z--> 50 100 150 200 250 300 350 400
Abundance #48838: Decane, 5-propyl- A B o
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.10 19.13%
5000
112.0
02500, I B . e —
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110626.D

Acq On : 9 Nov 2018 14:35

Operator : JU/SJ

Sample - J5813-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.25 15.2 ng 328162 1 6.95 432786 20.0
unknown6.72 6.72 60.6 ng 1310470 1 6.95 432786 20.0
7-Hexadecene, (2)- 13.94 4.6 ng 104056 5 14.13 455175 20.0
Oxirane, heptadecyl- 15.03 2.8 ng 46505 6 15.66 327191 20.0
Eicosane 16.08 5.9 ng 96484 6 15.66 327191 20.0
Hentriacontane 16.61 3.0 ng 49198 6 15.66 327191 20.0
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