LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On - 13 Oct 2018 11:19 Instrument :

Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol

agmple : J5383-10 1mm1&ﬂP£F4»s
isc :

ALS Vial : 29 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 G\METHODS\8270-BG101118.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 5.191 319 324 335 rVB 53806 88065 1.70% 0.375%
2 5.649 395 402 413 rBV 399765 654676 12.63% 2.786%
3 7.253 667 675 685 rBV 255755 479215 9.25% 2.040%
4 7.641 732 741 751 rBV 711040 1265924 24._.42% 5.388%
5 8.117 814 822 831 rBV 215574 376095 7.26% 1.601%
6 8.440 868 877 889 rVB 970498 1765471 34.06% 7.514%
7 9.292 1014 1022 1034 rBV 831047 1515463 29.24% 6.450%
8 10.937 1295 1302 1310 rBV 311597 565451 10.91% 2.407%
9 13.376 1706 1717 1726 rBV 2403768 3924310 75.71% 16.702%
10 14.192 1852 1856 1864 rVB 52630 78053 1.51% 0.332%
11 14.568 1914 1920 1925 rVB4 33109 56144 1.08% 0.239%

12 14.750 1938 1951 1959 rBvV2 527711 948374 18.30% 4._.036%
13 15.526 2077 2083 2087 rBV2 56904 108980 2.10% 0.464%
14 15.967 2154 2158 2166 rVB 40313 61464 1.19% 0.262%
15 16.231 2197 2203 2212 rBV 1176514 1807101 34.86% 7.691%

16 16.366 2222 2226 2233 rBV9 29989 73839 1.42% 0.314%
17 16.443 2235 2239 2245 rVV2 164535 264220 5.10% 1.125%
18 17.265 2376 2379 2384 rVB 84635 121910 2.35% 0.519%
19 17.494 2413 2418 2424 rVB2 652367 1001588 19.32% 4.263%
20 20.097 2855 2861 2867 rVB 3735728 5183323 100.00% 22.060%

21 20.373 2905 2908 2913 rVB5 86587 107562 2.08% 0.458%
22 20.649 2952 2955 2960 rVB 83359 105423 2.03% 0.449%

23 21.131 3034 3037 3044 rVB4 57474 83461 1.61% 0.355%
24 21.396 3078 3082 3086 rVB 61445 83590 1.61% 0.356%
25 21.778 3140 3147 3161 rVB2 680408 1270042 24.50% 5.405%
26 22.224 3218 3223 3229 rVB7 33082 55986 1.08% 0.238%
27 23.505 3435 3441 3448 rVB2 73753 149400 2.88% 0.636%
28 24.139 3545 3549 3557 rVB4 28748 67195 1.30% 0.286%

29 25.127 3706 3717 3728 rBV2 406452 1234031 23.81% 5.252%

Sum of corrected areas: 23496356
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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: BG037321.D

3500000
3000000
2500000
2000000
1500000

8.44

1000000 9.29

|

T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.

7.64

5.65
500000 705 o1 10.94

5.19

A
LI LN L L I I L L L L L L L B

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG037321.D

0

Time--> 00 12.50

Abundance

20.10

3500000
3000000
2500000 13.38
2000000
1500000 16.23

1000000
21.78

14.75

500000

22.22

14.1914.5 15.53 15.97 16.87

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG037321.D

0

Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000 25.13

2350 2414

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 4.68 ng 88065 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 324 (5.191 min): BG037321.D (-319) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo 450 500 520 540 5.0
o et e e m/z 59.00 47.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN A UL LA
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 22 .57%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43.0
480 500 520 540 560
5000 m/z 101.00 15.77%
58.0
1§.0 270 N 72.0 100.0
O R A o B I o e e
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R R
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.44%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 2

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

7.64 67.32 ng 1265920 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 741 (7.641 min): BG037321.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 0 | ne . TR Tk Tk 850
o} e O e m/z 68.00 41_.57%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i Tl e Tk e
40 o7.0 m/z 133.90 33.11%
ol 115,0
S SRR LI L S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26.75%
105.0
510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.27%
74.0
5000 98.0 116.0
0|||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.(|)||||1|8|9:0|||||||||| B REREE B
m/z--> 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknownl5.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.53 2.30 ng 108980 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 2.3.4.5-tetramethvl- 138 C10H18 051504-54-2 49
2 photocitral A 152 C10H160 055253-28-6 47
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 47
4 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17N0O2 1000306-89-3 47
5 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 43
Abundance Scan 2084 (15.532 min): BG037321.D (-2077) (-) m/z 123.00 100.00%
128.0
5000 69.0
149.0 1689, 4 | 1520 1540 1560 1580
0 m/z 69.00 51.57%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
128.0
81.0
5000 U SUARURE B SO R
55.0 mmmmmmmm
3900 970 m/z 55.00 43 .95%
o | 1390
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25083: photocitral A
128.0
81.0 UL BN SR SRR
15.20 15.40 15.60 15.80
0
5000 410 m/z 81.00 39.59Y%
| | | 1520
R A S S B L B S B B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne I EaE e REAREEEEE
128.0 15.20 15.40 15.60 15.80
m/z 41.00 37.92%
5000
43.0 730 90
b0 g oy o
m/z--> 200 40 60 80 100 120 140 160 180 200 220 15.20 15. 40 15 60 15.80

8270-BG101118.M Mon Oct 15 13:33:41 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.44 5.28 ng 264220 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Dodecane. 2-methvIl-8-propvl- 226 C16H34 055045-07-3 78
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 59
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 53

Abundance Scan 2239 (16.443 min): BG037321.D (-2235) (-) m/z 57.00 100.00%
57.0
5000 /\‘\/w/\]\’\_g\a/\d
85.0
183.0 UL SN BUELELE UL U
113.0
156.9 16.20 16.40 16.60 16.80
o ,..|:.,':|..:',..J.I.,.l...,-...u.-,.J.l..,l...',..z.?,l..o.?‘.‘?..l.... a2l Tm/z 71.00  68.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LRI IS BULRLN BN
1620 16.40 16.60 16.80
2.0 85.0 m/z 43.00 48.86%
0 l| | | 113.0 141.0 183 0 211.0 239.0
m>imm%m@mmmmmmmmmﬁ
Abundance #83050: Dodecane, 2-methyl-8-propy!-
57.0
" 16.20 16.40 16.60 16.80
5000 m/z 85.00 24 .75%
85.0
‘ 112.0 183,
o VL] aee R0 g
m>i&&%@mmmmmmmmmmﬁ
Abundance #71407: Dodecane, 2,7,10-trimethyl- Rl RRRES EEa S
57.0 16.20 16.40 16.60 16.80
m/z 41.00 23.18%
5000
29.0 85.0
1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.27 2.43 ng 121910 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Hexadecane 226 Cl16H34 000544-76-3 81
4 Heptacosane 380 C27H56 000593-49-7 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
Abundance Scan 2380 (17.271 min): BG037321.D (-2376) (-) m/z 57.00 100.00%
T J\A/\/\//J\\r\/‘wmf‘/
5000 85.0
1131 1920 17.00 17.20 17.40 17.60
141.0 168.9
0...,....,| ..“,..“..,!..!',..-:l.,.'...,.... e btk 2640 a7 71.00 66.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28427: Decane, 2-methyl-
57.0

5000

17.00 17.20 17.40 17.60
m/z 43.00 40.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
I EAEmaEE RS
17.00 17.20 17.40 17.60
5000 m/z 85.00 37.04%
29.0 85.0
o ‘ ) ] 180 140 1830
R o o e B Al R RE R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane I EAEmaEE RS
57.0 17.00 17.20 17.40 17.60
m/z 56.00 18.94%
5000
85.0
29.0
o | H‘w‘ﬂwlmomwlwonm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037321.D

Aca On : 13 Oct 2018 11:19

Operator : JU/SJ

ﬁ?ggle i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.50 2.42 ng 149400 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 72
Abundance Scan 3440 (23.499 min): BG037321.D (-3435) (-) m/z 69.00 100.00%
69.0
5000
137.1 206.9 23.20 23.40 23.60 23.80
07.
ol @20 1 17807 7 2029 3409 81 00 57.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 TTTTIT T T T I T
23.20 23.40 23.60 23.80
m/z 41.00 21.08%
137.0
0 29.0“ o4 43070 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
23.20 23.40 23.60 23.80
5000 m/z 94.95 14 .09%
AT 0{-033,7'9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal A B
69.0 23.20 23.40 23.60 23.80
m/z 137.10 10.77%
5000
137.0
29.0 bmyo ] 192.0 247.0 316.0
OI\JI\JIJI.‘Lli‘ll.lxul‘luwll\llIII\I‘IIII\ ||||||‘|||||||||||
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG101218\

Data File : BG037321.D

Acq On : 13 Oct 2018 11:19

Operator : JU/SJ

3?22'6 i J5383-10 100918-TIPC-F-U-S
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 4.7 ng 88065 1 8.12 376095 20.0
unknown? .64 7.64 67.3 ng 1265920 1 8.12 376095 20.0
unknownl15.53 15.53 2.3 ng 108980 3 14.75 948374 20.0
Pentadecane, 2,6,... 16.44 5.3 ng 264220 4 17.49 1001590 20.0
Decane, 2-methyl- 17 .27 2.4 ng 121910 4 17.49 1001590 20.0
Supraene 23.50 2.4 ng 149400 6 25.12 1234030 20.0
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