LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample : J3852-01

Misc :

ALS Vial : 15 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-BF061918 .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 5.184 480 484 497 rBV 144635 183318 10.87% 1.309%
2 5.589 549 553 574 rBVY 1246988 1186160 70.37% 8.469%
3 6.595 719 724 738 rBVY 1103488 1237081 73.39% 8.832%
4 6.725 742 746 749 rVV 1333145 1204613 71.46% 8.600%
5 6.772 752 754 764 rVB 18266 21563 1.28% 0.154%
6 6.942 780 783 787 rBV 435561 375680 22.29% 2.682%
7 7.101 806 810 813 rBVY 1116252 990944 58.78% 7.075%
8 7.513 875 880 883 rBV 818904 767740 45.54% 5.481%
9 8.230 997 1002 1022 rBV 458888 471442 27.97% 3.366%
10 9.301 1179 1184 1187 rBV 1548533 1349985 80.08% 9.638%

11 9.695 1247 1251 1260 rVB 264534 235947 14 .00% 1.685%
12 9.989 1297 1301 1309 rVB 490548 471648 27.98% 3.367%
13 10.783 1432 1436 1447 rBV 758351 684599 40.61% 4_.888%
14 10.877 1447 1452 1457 rVB2 12598 18730 1.11% 0.134%
15 11.483 1551 1555 1558 rBV 429724 398033 23.61% 2.842%

16 12.936 1799 1802 1805 rVB 24413 20801 1.23% 0.149%
17 13.065 1819 1824 1827 rBV 1278011 1167399 69.25% 8.335%
18 13.265 1853 1858 1862 rBV2 24078 25397 1.51% 0.181%
19 13.607 1913 1916 1919 rBV 34827 32416 1.92% 0.231%

20 13.942 1965 1973 1978 rBV2 129064 179479 10.65% 1.281%

21 14.083 1993 1997 2000 rBV 1785120 1685721 100.00% 12.035%
22 14.136 2000 2006 2009 rBV 510071 489033 29.01% 3.492%

23 14.254 2023 2026 2029 rBV 47381 49538 2.94% 0.354%
24 14.565 2076 2079 2087 rBV 63481 78327 4 .65% 0.559%
25 14.883 2129 2133 2136 rBV 60226 68887 4_.09% 0.492%
26 15.230 2186 2192 2198 rBV2 67597 98333 5.83% 0.702%
27 15.630 2256 2260 2262 rBV 45113 56826 3.37% 0.406%
28 15.665 2262 2266 2275 rVB2 260203 368951 21.89% 2.634%
29 16.083 2333 2337 2343 rVB 39586 61356 3.64% 0.438%
30 16.618 2424 2428 2433 rVB3 16256 26395 1.57% 0.188%
Sum of corrected areas: 14006342
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107180.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 9.76 ng 183318 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (5.178 min): BF107180.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS SR LR
| 83.0 | 480 5.00 520 5.40 5.60
ot e m/z 59.00 59.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS LS UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 18.17%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 550
5000 m/z 58.00 14 .24%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e R
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.89%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 64.13 ng 1204610 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 745 (6.719 min): BF107180.D (-742) (-) m/z 132.10 100.00%
13%.1
5000 68.1
400 540 || - 9‘1-1 50 6.40 6.60 6.80 7.00
O e ekl 30 L300 Al Tm/z 68.10 43.05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR SR R S
6.40 6.60 6.80 7.00
310 510 m/z 134.10 31.81%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.83%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
R IR TN SIS SURILR I LIS SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B e Ry
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.88%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF061918_.M Mon Jul 09 14:22:12 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 7.34 ng 179479 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 90
Abundance Scan 1973 (13.942 min): BF107180.D (-1965) (-) m/z 57.05 100.00%
57.0

5000

:

13.60 13.80 14.00 14.20
m/z 43.05 72.32%

0 139.2165.1189.1 226.1 326.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95994: 1-Decanol, 2-hexyl-
57.0

T

5000
13.60 13.80 14.00 14.20
m/z 71.10 57 .56%
o 139.0 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 55.00 56.18%
29.0 111.0

. 139.0 168.0 196.0 227.0 ,zq 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride BEEaEsEEsEE S SET RS
13.60 13.80 14.00 14.20

m/z 83.05 55.41%

-

5000

271.0 3p7.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.20 ng 78327 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Tricosane 324 C23H48 000638-67-5 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2080 (14.571 min): BF107180.D (-2076) (-) m/z 57.05 100.00%
5%.0
5000
I | 1411 18502151 oa ' 397.2 14.20 14.40 14.60 14.80
ob LIl : m/z 71.10 77.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 85.10 66.59%
41.0
o0 L L L h\ “\ 410 1830 zso 20
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
14:20 14.40 1460 1480
5000 m/z 43.05 53.17%
0 27.0 9.0 1410 1830 226.0
m/z--> 55 160 1%0 200 2éo 300 350 400
Abundance #164579: Tricosane AR R e e SR
57.0 14.20 14.40 14.60 14.80
m/z 41.00 27.12%
5000
99.0
2000 | |4y M9, 1970 | 2530 3210
miz-> 50 100 150 200 250 300 350 400 | 14.20 1440 14.60 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.88 2.82 ng 68887 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2132 (14.877 min): BF107180.D (-2129) (-) m/z 57.00 100.00%
57.0
5000
183.1211.1 14.60 14.80 15.00 15.20
o 2811 m/z 71.05 60.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LN B SR B U
14.60 14.80 15. oo 15.20
m/z 43.00 49 _33%
29.0 113.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57.0
1460 14.80 15.00 15.20
5000 85.0 m/z 85.05 47 .97%
. 11301410 1830211 0230.00670 310.0
m/z--> o '55' ' "160" ' 150" "200" "250" "300" "3é0
Abundance #185535: Heptadecane, 9-octyl- R B A RARES R S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 _.14%
5000 85.0
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
m/z--> 55 160 1éo 260 250 300 350 14%0 1480 1500 1550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.23 5.33 ng 98333 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2192 (15.230 min): BF107180.D (-2186) (-) m/z 57.10 100.00%
51.1
5000
99.1 L o o SV
| mulmlﬂf?l 2411 15.00 15.20 15.40 15.60
ol bbb gy B3 aara | L hs 7110 72.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 LS B BRI BRI B
mmmmmmmm
m/z 43.00 62.49%
0 ; ] \‘\ \\ \‘ \‘ :‘Llo 1830 2260
m/z--> éo o 150 200 250 360 3%0 460 '
Abundance
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.10 56.90%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> éo 160 1éo 200 250 360 3%0 460 '
Abundance #175559: Tetracosane N RS RREms ma
57.0 15.00 15.20 15.40 15.60
m/z 55.00 26.92%
5000
99.0
oL L, | | |, 1410 1830 2250 338.0
miz--> "'s'o""lc')d"'léd' 200 250 300 350 400 " 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070618\
Data File : BF107180.D

Aca On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.33 ng 61356 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Eilcosane 282 C20H42 000112-95-8 83
3 Pentacosane 352 C25H52 000629-99-2 81
4 Docosane 310 C22H46 000629-97-0 81
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2337 (16.083 min): BF107180.D (-2333) (-) m/z 57.05 100.00%
57.0
99.1 L B B ML e
1411 18322151  265.1 326.1355.2 15.80 16.00 16.20 16.40
(o} m/z 71.10 63.51%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 U SRR BN SUNURN B
15.80 16.00 16.20 16.40
99.0 m/z 43.00 49 .54%
o0 ‘ Ll M0 1830 250 2810 3370 3940
m/z--> éo 160 1%0 260 250 360 3éo '
Abundance
57.0
' 15.80 16.00 16.20 16140
5000 m/z 85.05 45 _.40%
99.0
27.0 1410 1830 2250 2820
m/z--> éo 160 1%0 260 250 360 3éo '
Abundance #185533: Pentacosane R  RRRES BEm s L
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.48%
2000 MM
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> éo 160 1%0 260 250 360 3éo ' 15%0 1&00 1650 1&20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070618\
Data File : BF107180.D

Acq On : 6 Jul 2018 18:34

Operator : JU/SJ

Sample - J3852-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 9.8 ng 183318 1 6.94 375680 20.0
unknown6.72 6.72 64.1 ng 1204610 1 6.94 375680 20.0
1-Decanol, 2-hexyl- 13.94 7.3 ng 179479 5 14.14 489033 20.0
Eicosane 14 .57 3.2 ng 78327 5 14.14 489033 20.0
Heneicosane 14.88 2.8 ng 68887 5 14.14 489033 20.0
Hexadecane 15.23 5.3 ng 98333 6 15.67 368951 20.0
Octacosane 16.08 3.3 ng 61356 6 15.67 368951 20.0
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