LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 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-BF101518.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 2.287 30 34 41 rVB 239419 320031 13.87% 1.320%
2 5.204 527 530 539 rVB 95018 99803 4.32% 0.412%
3 5.592 592 596 599 rBVY 2425658 2071129 89.75% 8.543%
4 6.592 761 766 777 rBV2 2346853 2307659 100.00% 9.518%
5 6.739 787 791 795 rBVY 2305554 2164529 93.80% 8.928%
6 6.975 828 831 835 rVB 1398934 1099071 47.63% 4_.533%
7 7.134 854 858 861 rBY 1936496 1670120 72.37% 6.889%
8 7.534 922 926 929 rBY 1559515 1277092 55.34% 5.268%
9 8.257 1046 1049 1053 rBvY 1577693 1329062 57.59% 5.482%
10 9.333 1228 1232 1235 rBvV 2567397 2148864 93.12% 8.863%

11 9.722 1295 1298 1306 rVB 267740 213169 9.24% 0.879%
12 10.016 1345 1348 1352 rBV 1407100 1292083 55.99% 5.329%
13 10.427 1412 1418 1421 rBvV4 15984 25882 1.12% 0.107%
14 10.804 1478 1482 1492 rBV 1323657 1176247 50.97% 4._.852%
15 11.510 1598 1602 1605 rBV 1485630 1253537 54.32% 5.170%

16 12.016 1685 1688 1691 rBV3 67698 72393 3.14% 0.299%
17 12.580 1782 1784 1788 rVB3 27806 28702 1.24% 0.118%
18 12.721 1805 1808 1811 rBV 68335 62340 2.70% 0.257%
19 12.957 1844 1848 1850 rBV 88883 91600 3.97% 0.378%
20 13.092 1867 1871 1874 rBV 2306360 1908276 82.69% 7.871%
21 13.310 1906 1908 1911 rVB 42566 31721 1.37% 0.131%
22 13.651 1964 1966 1968 rVB 57727 42693 1.85% 0.176%

23 13.974 2018 2021 2026 rBV2 173140 223398 9.68% 0.921%
24 14.157 2048 2052 2055 rBV 1169985 1112671 48.22% 4 _589%
25 14.298 2074 2076 2079 rBV 122110 93262 4._.04% 0.385%

26 14.604 2126 2128 2132 rVB 174023 173277 7.51% 0.715%
27 14.927 2181 2183 2186 rVB 196918 175871 7.62% 0.725%
28 15.286 2241 2244 2248 rVB 253775 292518 12.68% 1.207%
29 15.686 2308 2312 2321 rVB 916438 1204652 52.20% 4._.969%
30 16.156 2389 2392 2396 rVB 212072 283016 12.26% 1.167%

Sum of corrected areas: 24244668
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109984.D
2500000 5.59
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Abundance TIC: BF109984.D
2500000 9|33 13.09
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Abundance TIC: BF109984.D
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2000000
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1500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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.

2.29 5.82 ng 320031 1,4-Dichlorobenzene-d4 6.97
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 35 (2.293 min): BF109984.D (-30) (-) m/z 73.05 100.00%
7B
5000 43
55 a7
o7 220 2.40 260
Obr-prrrr bl i ST v m/Z 43.00 38.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 A L N
43 220 2.40 2.60
55 87 m/z 55.05 28.68%
0 29 35 1] | 67 ||, 80
mz> %0 3 4 % 6 70 80 % 100 110 130 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 U

220  2.40 2.60
5000 55 m/z 87.10 24 _.18%

Jd

79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- L B
73 220 2.40 2.60
m/z 41.05 12.27%
5000 43
58
N R S S N DM ey T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2 20 240 2 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.74 Concentration Rank 1

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

6.74 39.39 ng 2164530 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 791 (6.739 min): BF109984.D (-787) (-) m/z 132.00 100.00%
132
5000 68
96 USRI SRR A SRR
40 5y 28 06 6.40 6.60 6.80 7.00
01 L m/z 68.10 41.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL SRR S SRR

6.40 6.60 6.80 7.00
m/z 134.00 31.86%

31 51
9
0 N R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
E Emma s B
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .13%
104
66
ol14 27 39 51 P 70 g | 15 ‘
—rrr ettt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R ABREEEREEEE R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.71%
116
5000 98
SN P S N O N O S
m/z--> 20 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\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Nonadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.97 4.02 ng 223398 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 74
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 74
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 72
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 68
Abundance Scan 2020 (13.968 min): BF109984.D (-2018) (-) m/z 43.05 100.00%
P 83
5000
230260 209 334 13.60 13.80 14.00 14.20
Oyl m/z 55.00 86.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232520: Nonadecy! heptafluorobutyrate
57 97
5000 SRR AR UM UM B
1360 1380 14.00 14.20
m/z 57.10 83 .55%
39169 266
o2 Ll 20 °F au 462
mz-> 0 50 100 150 200 250 300 350 400 4éo 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
13.60 13.80 14.00 14.20
5000 m/z 83.10 78.76%
oL I }‘?7 167°°227 25
mz-> 0 §0 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate L BT o e
57 13.60 13.80 14.00 14.20
m/z 69.10 72.71%
97
5000
39169
oh LA L1 IT190 208 250 posop sep092 a7 e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .60 3.11 ng 173277 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Tricosane 324 C23H48 000638-67-5 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2127 (14.598 min): BF109984.D (-2126) (-) m/z 57.10 100.00%

57
5000 85

111133 154173 197 219240262 900 324 357 380 14.20 14.40 14.60 14.80 15.00
04 .jrr m/z 43.10 62.68%

m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57

5000 LB e

85 14120 1440 14.60 14.80 15.00
29 m/z 71.10 50.97%
113
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57

14120 1440 14.60 14.80 15.00
5000 m/z 85.10 42 _48Y%

85
29
oL J Ll Mo e 107 25 253 222
m/z--> 50 100 150 200 250 300 350

Abundance #164579: Tricosane B o
57 14. 20 14. 40 14. 60 14. 80 15. 00
m/z 55.00 18.73%
5000 85
oLy 10 197 225 253 g
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .93 2.92 ng 175871 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2183 (14.927 min): BF109984.D (-2181) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20

141 173195 220244265 296318341 367 400

0 m/z 71.10 61.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LN L L L L L LB L |
14.60 14.80 15.00 15.20
29 m/z 43.10 53.18%
oL, IJ / ,1$1‘169 197 225 253 296
4 ,.. B R L B T e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
R R e S R A
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 46.27%
113
ol LT 4t 169 07 239 267 204 323 352
i e L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane R AEmEEEE L
57 14.60 14.80 15.00 15.20
m/z 55.05 23.64%
5000
85
29
ol | (113 141 169 107 225 253 281 323 351 380
L [ A e o e e e o e AL e w R R e S R A
m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.86 ng 292518 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tetracosane 338 C24H50 000646-31-1 95
3 Heptadecane 240 C17H36 000629-78-7 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
Abundance Scan 2245 (15.292 min): BF109984.D (-2241) (-) m/z 57.10 100.00%
g7
85
5000
113 CEA 1Eon 1En e an
141163 197219 256 15.00 15.20 15.40 15.60
I L AL 20777 296279 309 343 370392415 | ARG 66 i
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L SR B BRI R
mmmmmmmm
m/z 71.10 60.99%
ANy 1| [ a0 197 225 253 282
m/z--> 55 100 1éo 200 2éo 360 3éo 460
Abundance #175556: Tetracosane
57
85 15,00 15,20 1540 15.60
5000 m/z 85.10 52.34%
29
. | ] L | | ”113 141 169‘197A225l253 281 309 338
m/z--> 50 100 150 260 250 360 3%0 460
Abundance #94345: Heptadecane LI L L L LB B
57 15.00 15.20 15.40 15.60
m/z 41.05 20.30%
5000 85
29
o | L J113 141 169 196 240
m/z--> 55 100 1éo 260 250 300 3éo 460 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109984.D

Aca On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample : J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 4.70 ng 283016 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Docosane. 9-octvl- 422 C30H62 055319-83-0 74
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 74
4 Nonacosane 408 C29H60 000630-03-5 74
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2393 (16.162 min): BF109984.D (-2389) (-) m/z 57.10 100.00%
57
ol AN UL L (77 19522170 281304 3383 388412 127" 71.10  68.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 R UL AR BN
15. 80 16. oo 16. 20 16.40
m/z 43.10 59.38%
118 141
oL iy J | 777,169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #219832: Docosane, 9-octyl-
43
15.80 16.00 16.20 16.40
5000 71 m/z 85.10 49.01%
97 309
. J j | 127 155 183 211 2?8 280 | 337 364 393 422 /\wwﬁJWWMvﬂwd/\vhﬂ~¢*vﬁww\44
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #38349: Decane, 3,8- dlmethyl L L L L N L B
57 15.80 16.00 16.20 16.40
m/z 99.10 15.82%
85
5000
113 141 /LNMMNNduJVw/\WVWWMMNAMﬂwN
o4y | o .
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101818\
Data File : BF109984.D

Acq On : 19 Oct 2018 2:51

Operator : JU/SJ

Sample - J5202-05 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.29 5.8 ng 320031 1 6.97 1099070 20.0
unknown6 .74 6.74 39.4 ng 2164530 1 6.97 1099070 20.0
Nonadecyl heptafl... 13.97 4.0 ng 223398 5 14.16 1112670 20.0
Heptadecane 14.60 3.1 ng 173277 5 14.16 1112670 20.0
Heneicosane 14.93 2.9 ng 175871 6 15.69 1204650 20.0
Eicosane 15.29 4.9 ng 292518 6 15.69 1204650 20.0
Triacontane 16.16 4.7 ng 283016 6 15.69 1204650 20.0
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