LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2413-04 COMP-B2-18-20

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.016 494 498 505 rBV 100148 124305 4_.70% 0.518%
2 5.422 563 567 577 rBY 2487094 2502618 94.65% 10.435%
3 6.445 736 741 757 rVB 2490816 2529896 95.68% 10.549%
4 6.575 759 763 766 rBY 2827611 2570163 97.21% 10.717%
5 6.804 798 802 805 rBVY 1024787 801099 30.30% 3.340%
6 6.957 824 828 832 rBVY 2165570 2039109 77.12% 8.502%
7 7.369 893 898 901 rBVY 1724870 1558114 58.93% 6.497%
8 7.457 909 913 922 rVB 35007 46377 1.75% 0.193%
9 8.086 1017 1020 1024 rBV 1240423 976691 36.94% 4_.072%
10 8.139 1026 1029 1032 rVB3 36595 38913 1.47% 0.162%
11 8.375 1066 1069 1072 rBvV2 34239 33407 1.26% 0.139%
12 8.675 1116 1120 1123 rBV 73826 70610 2.67% 0.294%
13 8.957 1165 1168 1172 rBV3 27623 39727 1.50% 0.166%
14 9.039 1179 1182 1185 rBV 33395 33371 1.26% 0.139%
15 9.104 1190 1193 1197 rVB 61994 54392 2.06% 0.227%

16 9.163 1199 1203 1206 rBV 3176906 2644027 100.00% 11.025%
17 9.239 1212 1216 1219 rBV 132432 123431 4.67% 0.515%
18 9.492 1250 1259 1261 rBV3 30548 48757 1.84% 0.203%
19 9.557 1265 1270 1273 rBV 411363 382153 14.45% 1.593%
20 9.769 1303 1306 1310 rVB 134840 109974 4.16% 0.459%

21 9.845 1315 1319 1323 rVV 1076805 1024531 38.75% 4.272%

22 10.086 1357 1360 1364 rBVZ2 29399 33773 1.28% 0.141%
23 10.269 1388 1391 1394 rVB 107433 89925 3.40% 0.375%
24 10.486 1423 1428 1430 rBV 37917 43400 1.64% 0.181%

25 10.633 1449 1453 1463 rVB 1576380 1407345 53.23% 5.868%

26 10.739 1468 1471 1480 rVB 99566 101988 3.86% 0.425%

27 11.186 1544 1547 1550 rBV 48860 42267 1.60% 0.176%
28 11.333 1568 1572 1575 rBV 920826 843067 31.89% 3.515%
29 11.851 1657 1660 1663 rBV 52393 43676 1.65% 0.182%
30 12.727 1805 1809 1813 rBV 55816 54638 2.07% 0.228%

31 12.915 1837 1841 1845 rBV 2036432 1961937 74.20% 8.181%
32 13.804 1989 1992 2000 rBV 164104 164624 6.23% 0.686%
33 13.974 2017 2021 2029 rVB 866747 778852 29.46% 3.248%
34 14.815 2161 2164 2170 rVB 52055 51091 1.93% 0.213%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 17 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.439 2265 2270 2281 rVB 448020 614566 23.24% 2.563%

Sum of corrected areas: 23982814
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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:\HPCHEM1I\BNA F\DATA\BF041918\

BF104647.D

19 Apr 2018 23:50

Jus/sJ

J2413-04 COMP-B2-18-20
17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

Sample : J2413-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4

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

5.02 3.10 ng 124305 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF104647.D (-494) (-) m/z 42.95 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20 5.40
Ol bl e e || M/Z 5900 65.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SRR L
59 460 4.80 5.00 5.20 5.40
m/z 101.10 26 .38%
15 4 101
0'“L|“M'T'”‘|'”'?i'“ﬂ“"|“"|“"|“"l”"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 4.80 500 520 5.40
5000 m/z 58.00 16.81%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e B
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 64.17 ng 2570160 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (6.569 min): BF104647.D (-759) (-) m/z 131.95 100.00%
32
5000 68
6 rrrrTyrTTrr T T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..?,::..??...'....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.05 42.99%
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
5000 67 USRS SR SN
a1 o7 620 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.26%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .74%
104
66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.37%
97
5000
70
52
31 44 60 78 g 105 116
o) AN NI VM S IPUMBEA S AN -GMMMTIND [| B, M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

8270-BF040618.M Fri Apr 20 12:08:20 2018

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetradecane Concentration Rank 6

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

9.24 2.41 ng 123431 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
3 9-methvlheptadecane 254 C18H38 026741-18-4 80
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1216 (9.239 min): BF104647.D (-1212) (-) m/z 57.05 100.00%
57
43 71
5000
99 9.00 9.20 9.40 9.60
112 126
o 115169 198 m/z 43.10 67.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57
43
71
5000 8 " 9.00 920 9.40 9.60
29 m/z 71.05 62.30%
99
AT R L L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
9.0 9.20 9.40 9.60
5000 71 m/z 85.05 43 .43%
29 85
o 9 113107141 14 184
m/z--> ﬁo 45 65 éo 160 150 1&0 160 180 200 250 250
Abundance #105887: 9-methylheptadecane
57 9.00 9.20 9.40 9.60
43 71 g5 m/z 41.05 33.85%
5000
140
29 99
0 \‘ Jl I H\ Al H 1]\-\\1 127 ‘ 168 196 239
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 250 240 960 950 gho 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.42 ng 101988 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 1471 (10.739 min): BF104647.D (-1468) (-) m/z 57.05 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
ol b S e m/z 43.05 67.66%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR AR
g5 10,40 10.60 10.80 11.00
29 m/z 71.05 67 .24%
ol k |4 J 113 141 169 197 226
IIIII""I""""""I""""IIIII
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 44 _19%
29
0 113 141 159 212
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R e
57 10.40 10.60 10.80 11.00
m/z 41.00 26 .75%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104647.D

Aca On : 19 Apr 2018 23:50

Operator : JU/SJ

ﬁ?ggle i J2413-04 COMP-B2-18-20
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.80 4.23 ng 164624 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Hexadecanol 242 C16H340 036653-82-4 93

Abundance Scan 1991 (13.798 min): BF104647.D (-1989) (-) m/z 57.00 100.00%

47 8

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 55.05  99.44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

-

5000 TT T T[T T I T [T T T T[T T TT[TT
13.40 13.60 13:80 14.00 14.20
m/z 83.10 91.51%

0 139 167182 210 238 266 294

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
55 83
o e i e
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.00  86.60%
29 126

154 182 210 238 266

i

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

Abundance #166292: Behenic alcohol L e e
55 13.40 13.60 13.80 14.00 14.20

m/z 97.05 86.11%
5000
29 139
oL i 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\

Data File : BF104647.D

Acg On : 19 Apr 2018 23:50

Operator : JU/SJ

3?22'6 i J2413-04 COMP-B2-18-20
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 3.1 ng 124305 1 6.80 801099 20.0
unknown6 .57 6.57 64.2 ng 2570160 1 6.80 801099 20.0
Tetradecane 9.24 2.4 ng 123431 3 9.84 1024530 20.0
Hexadecane 10.74 2.4 ng 101988 4 11.33 843067 20.0
1-Heneicosanol 13.80 4.2 ng 164624 5 13.97 778852 20.0
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