LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24 Instrument :
Operator : JU/SJ BNA_G

Sample - K2479-03 ClientSampleld :
Misc : TP-TRACK-74-74
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 3.177 11 15 25 rvB 63651 116642 3.09% 0.604%
2 5.127 341 347 355 rBY 48699 79097 2.09% 0.409%
3 5.591 419 426 438 rBVY 379920 623436 16.51% 3.226%
4 7.189 691 698 711 rBvY 229724 417864 11.07% 2.163%
5 7.560 754 761 774 rBV 649146 1135498 30.07% 5.876%
6 8.030 833 841 854 rBvV 221241 386910 10.25% 2.002%
7 8.353 888 896 906 rBvY 843392 1464888 38.80% 7.581%
8 9.205 1032 1041 1054 rBV 829970 1633440 43.26% 8.453%
9 10.844 1312 1320 1332 rBV 273223 521914 13.82% 2.701%
10 13.282 1728 1735 1751 rBV 1719775 2817007 74.60% 14.579%
11 14.111 1870 1876 1884 rBV 50591 82983 2.20% 0.429%
12 14.663 1963 1970 1980 rBV2 583069 944304 25.01% 4.887%
13 15.174 2051 2057 2068 rBV5 26759 48985 1.30% 0.254%

14 16.150 2217 2223 2239 rBV 867241 1463584 38.76% 7.574%
15 17.413 2431 2438 2449 rBvV 580584 925992 24 .52% 4.792%

16 19.076 2717 2721 2728 rBV2 41721 67682 1.79% 0.350%
17 19.228 2741 2747 2755 rBV 46483 87665 2.32% 0.454%
18 20.010 2874 2880 2893 rBV 2749285 3775901 100.00% 19.541%
19 21.302 3094 3100 3102 rBV6 30974 58478 1.55% 0.303%
20 21.684 3158 3165 3176 rVB 564138 981002 25.98% 5.077%
21 21.825 3184 3189 3194 rBV2 30109 46374 1.23% 0.240%
22 22.430 3287 3292 3299 rVB 51736 85779 2.27% 0.444%
23 22.618 3320 3324 3331 rBV5 27306 52089 1.38% 0.270%
24 23.124 3403 3410 3415 rVB 92901 156248 4.14% 0.809%
25 23.318 3438 3443 3449 rVB6 20027 45885 1.22% 0.237%

26 23.923 3539 3546 3556 rVB3 60382 132884 3.52% 0.688%
27 24.875 3702 3708 3713 rBv4 45936 113215 3.00% 0.586%
28 24.957 3713 3722 3732 rVB3 328679 971238 25.72% 5.026%
29 26.014 3894 3902 3911 rVB4 31296 85852 2.27% 0.444%

Sum of corrected areas: 19322836
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040570.D

2500000

2000000

1500000

1000000 8.35
7.56

500000 5.59
7.19 8.03 10.84
.18 5.13

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG040570.D

20101
2500000

2000000
13.28

1500000

1000000 16.15

14.66 17.41 21.68
500000

14.11 15.17 1910823 21.30 [P1.83 222362

0 A PN
LN e e

Time--> 13.00 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
Abundance TIC: BG040570.D

2500000
2000000
1500000
1000000

500000 24.96

2%%?32 23.92 Z@A] 26.01

A R B T o e R A R B e e e

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\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 6.03 ng 116642 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
4 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 16 (3.182 min): BG040570.D (-11) (-) m/z 73.00 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
0..,....,....,..3.6.,..'..,..|..',‘.3?..,'.:..,...|.,....,..19.7,....,....,.... m/z 43.00 37.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU IR UL U AR
3.20 3.30 3.40 3.50 3.60
5 87 m/z 87.00 23.16%
0'W'”'P'”I”'W'”'P'”I”'W'”?q”'P'“I“'W'”'P'“I“'
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 55.00 19.87%
29
0 65 80 97 112 129
LN NI LI I VLI U IR IULLIR LRSS B S SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1969: 1,4-Butanediamine
30 3.20 3.30 3.40 3.50 3.60
m/z 45.00 8.95%
5000 43
59
71
0..,..%2,...1t...,Wlk.?%..j,.“.it...,..?ﬁ....,....,.”.,....,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 4.09 ng 79097 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 347 (5.127 min): BG040570.D (-341) (-) m/z 43.00 100.00%
43
59
5000
101
51| 83 | 4.80 5.00 5.20 5.40
O e e o L e m/z 59.00 54 _.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL U UL L
59 480 500 520 540
m/z 101.00 16.45%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 14 .43%
43 101
SR A AR A1 W S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3158: 5-Hexen-2-one
43 4.80 5.00 5.20 5.40
m/z 40.95 7.24%
5000
55
o 1 |, 37, 49| &3 7177 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 3 unknown7.56 Concentration Rank 2

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

7.56 58.70 ng 1135500 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (7.560 min): BG040570.D (-754) (-) m/z 132.00 100.00%
132
5000 68 /\;
20 54 % 720 740 7.60 7.80
o Th 2 e 2 m/z  68.00  42.57%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL R L
7.20 7.40 7.60 7.80
31 51 m/z 134.00 32.26%
0"kﬁulw'l'y“j?”"lf"W""I'”'I"'W""I'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 740 7.60 7.80
5000 m/z 66.00 28.34%
33 a4 . 105
0 ""io""ﬁo""l "%¥5I""I D AR DALY SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 17.96%
5000 9g 116
0 S | T A .;u.,JW..LM 298 }??II .
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.12 3.19 ng 156248 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 7-Methyl-octadecane 268 C19H40 1000192-63-3 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 3409 (23.118 min): BG040570.D (-3403) (-) m/z 57.00 100.00%
57 4
5000 85
UMV AR B
113 22.80 23.00 23.20 23.40
141 183
ol d Ly (1163183207 255 281 328 356 m/z 43.00 59.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 NSRS AN SRR
22.80 23.00 23.20 23.40
m/z 71.00 56.28%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 45 .06%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #94345: Heptadecane L L B LB L N N BN |
57 22.80 23.00 23.20 23.40
m/z 41.00 20.78%
5000 85
29
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 22.|80 23.'00 23.'20 23.'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 6 Tricosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.92 2.74 ng 132884 Perylene-d12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
2 Docosane 310 C22H46 000629-97-0 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 3546 (23.923 min): BG040570.D (-3539) (-) m/z 57.00 100.00%
g7
5000 85 NHanMJwﬁwmA/\WMM#WWVMMVW
113 155 207 23.60 23.80 24.00 24.20
o3 L4 d |17 ge1%0 188 207205 252 281 apy 35 e Re sty
m/z--> 50 100 150 200 250 300 350
Abundance #175565: Tricosane, 2-methyl-
43
5000 71 UMV RS
23.60 23.80 24.00 24.20
m/z 71.05 58.99%
99 127 295
ol |y e 155 183 211239 267 7 323340
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.00 45_.19%
. 29 13 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57 23.60 23.80 24.00 24.20
m/z 55.00 23 .53%
5000 85
o4 ’ L “‘\1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 7 Docosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24.87 2.33 ng 113215 Perylene-d12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 86

Abundance Scan 3707 (24.869 min): BG040570.D (-3702) (-) m/z 57.00 100.00%

g7
5000

24.60 24.80 25.00 25.20

. J"F?8 169 207 281 342

Oy L L0 T e m/z 43.00 70.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209568: Docosane, 7-hexyl-
57
5000 LA L L L L L L
24 60 24. 80 25 00 25 20
m/z 71.00 63.20%
182
o {M Hd 141 225 267 309 350 392
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
24.60 24.80 25.00 25.20
5000 m/z 85.00 53.61%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane

57 24.60 24.80 25.00 25.20

m/z 55.00 29.47%
5000
99
N [, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24 60 24. 80 25 00 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041919\

Data File : BG040570.D

Acq On : 19 Apr 2019 20:24

Operator : JU/SJ

Sample - K2479-03 e
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.18 6.0 ng 116642 1 8.04 386910 20.0
2-Pentanone, 4-hy... 5.13 4.1 ng 79097 1 8.04 386910 20.0
unknown7 .56 7.56 58.7 ng 1135500 1 8.04 386910 20.0
Heneicosane 23.12 3.2 ng 156248 5 21.68 981002 20.0
Tricosane, 2-methyl- 23.92 2.7 ng 132884 6 24.96 971238 20.0
Docosane, 7-hexyl- 24 .87 2.3 ng 113215 6 24.96 971238 20.0
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