LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 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-BF072018 .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 5.189 482 485 496 rBV 135550 163329 4.17% 0.595%
2 5.595 551 554 582 rBV 569318 1140698 29.12% 4.158%
3 6.601 722 725 744 rBV 360920 998418 25.49% 3.639%
4 6.736 744 748 772 rVV 2197498 3008408 76.79% 10.965%
5 6.966 783 787 793 rBV 417844 656158 16.75% 2.392%
6 7.119 809 813 815 rBVY 2336948 2706190 69.08% 9.863%
7 7.136 815 816 837 rVB 1145148 1135774 28.99% 4.140%
8 7.531 879 883 906 rBVY 1246530 2229090 56.90% 8.124%
9 7.972 954 958 964 rBV 70622 84330 2.15% 0.307%
10 8.242 1000 1004 1027 rBV 708052 1088552 27.79% 3.967%

11 9.054 1138 1142 1151 rBV 118272 149922 3.83% 0.546%
12 9.313 1182 1186 1202 rBV 3207465 3917599 100.00% 14.279%
13 9.707 1249 1253 1262 rBV 284633 289163 7.38% 1.054%
14 10.001 1299 1303 1307 rBV 897629 930462 23.75% 3.391%
15 10.030 1307 1308 1316 rVB 126427 132186 3.37% 0.482%

16 10.795 1434 1438 1452 rBV 1590760 2085843 53.24% 7.602%
17 11.495 1553 1557 1570 rBV 669262 959223 24.48% 3.496%
18 12.001 1640 1643 1650 rBV3 67440 91989 2.35% 0.335%
19 13.077 1822 1826 1842 rBV 2610772 3212815 82.01% 11.710%
20 13.954 1972 1975 1984 rBV 168259 194106 4._.95% 0.707%

21 14.148 2004 2008 2025 rBV 785613 1080240 27.57% 3.937%

22 14.359 2042 2044 2051 rvB4 37208 56789 1.45% 0.207%
23 14.577 2079 2081 2091 rVB3 42257 73664 1.88% 0.268%
24 14.901 2132 2136 2140 rVB 59855 70992 1.81% 0.259%
25 15.248 2192 2195 2199 rBV 63795 74371 1.90% 0.271%
26 15.683 2264 2269 2278 rVB 437235 763935 19.50% 2.784%
27 16.112 2338 2342 2349 rVB2 54252 83024 2.12% 0.303%
28 16.642 2428 2432 2436 rBV2 35697 59722 1.52% 0.218%
Sum of corrected areas: 27436992
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072718\

BF107787.D

28 Jul 2018 10:30

JussJ

J4199-08

44 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 4.98 ng 163329 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 485 (5.189 min): BF107787.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR RN LN R
| 83.1 4.80 500 5.20 5.40 5.60
o SRSV 1 PEBMSSSSOY | A SRS NS m/z 59.00 60.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RS RN R L
4.80 500 5.20 5.40 5.60
59.0 1010 m/z 101.10 19.60%
0 210 | 510 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 560
5000 41.0 m/z 57.95 15.24%
31.0
69.0 870
15.0 M L 510 | 98.0
S L S I SIS UL I UL SULI S WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 o]
Abundance #4030: 2,3-Butanedione, monooxime R B e B
43.0 4.80 500 5.20 5.40 5.60
m/z 41.00 9.07%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2 unknown6.74 Concentration Rank 1

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

6.74 91.70 ng 3008410 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF107787.D (-744) (-) m/z 132.00 100.00%
132.0
5000 A\\_
68.0
200 %0 5w Sk oo Tho
01 : e B m/z 68.00 34.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 L L I I I B

6.40 6.60 6.80 7.00
m/z 134.00 33.31%

0 158.0 189.0
T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R R AN mm e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.72%
41.0 97.0
‘ ‘ 117.0
0 H P
m/z--> 20 100 120 140 160 180
Abundance #14491. 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.16%

5000
104.0
66.0

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\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 4 Indane Concentration Rank 3

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

7.14 34.62 ng 1135770 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 87
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 80
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 59

Abundance Scan 817 (7.142 min): BF107787.D (-815) (-) m/z 117.10 100.00%
117.1

—

5000
o 579 700 910 100 1330 6.80 7.00 7.20 7.40
Ol prrrr b e m/z 118.10  87.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117.0
5000 LI L L L L L L L L L L O
6.80 7.00 7.20 7.40
m/z 91.00 10.94%
39.0 510 63.0 91.0
0 15.0 27.0 L RN 77.'0 || 10?'0
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 910 m/z 57.90 5.82%
51.0
70 39.0 ‘ 630 .79 103.0
..ﬁﬁgpnipnJp.nh.J,N“,AN,”.ﬁu.wﬂ.w.”q.”.P”.P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8962: Benzene, 1-propenyl-
117.0 6.80 7.00 7.20 7.40
m/z 103.00 5.57%
5000
91.0
39.0 51.0 30 77.0 103.0
..,.1.5.'(.),..2.7.'?....‘,....,‘...l‘,a‘...,...‘l,....‘,a...,a‘...,..l.‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 5 Naphthalene, 1-methyl- Concentration Rank 6

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

9.05 2.75 ng 149922 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Bicvclol4.4.11undeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 1141 (9.048 min): BF107787.D (-1138) (-) m/z 142.10 100.00%
14p.1
5000
115.0
39.0 510 830 216 890 1030 1310 8.80 9.00 9.20 9.40
Obrrrrrrrrmsbrre el bt b bbb et e | m/Z 141.10  89.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
14p.0
5000 UERBE LRSS SR U
115.0 8.80 9.00 9.20 9.40
m/z 115.00 34.00%
0 390 580 710 890 10920 280 |
miz> % 3 40 50 80 7 80 9 100 110 130 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
14p.0
8.80 9.00 9.20 9.40
5000 115.0 m/z 143.00 12.46%
270 390 510 630 740 890 1000 | 1260 ||
s B % b b 8 b B b 100 11D 130 130 140 1
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 8.80 9.00 9.20 9.40
115.0 m/z 147 .05 11.70%
5000
63.0
270 39\0 5:\L\O \‘\ al HO 89\\0 10?0 Ml 1260 |
m/z--> 20 35 40 50 60 75 80 90 100 110 120 150 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.59 ng 194106 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 96
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance Scan 1974 (13.948 min): BF107787.D (-1972) (-) m/z 55.00 100.00%

54|10

83.0

5000

:

13.60 13.80 14.00 14.20
m/z 57.05  97.95%

1331 1570180.1204.1226.1  268.2

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane

83.0

a1
m
o

5000 e R
29.0 13.60 13.80 14.00 14.20
m/z 43.00 83.35%
ob ] | 139.0 168.0 196.0 224.0 252.0 280.0
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0 83.0
| | |

13.60 13.80 14.00 14.20
m/z 83.05 59.53%

5000
29.0
o4l 1390 1680 2100 2380 2660 2950
A RRRARRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester T
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.00 50.11%
o 139.0  182.0 2100
- IIIIIIIIIIIIIIIIIII

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107787.D

Aca On : 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 7 Heptadecane Concentration Rank 7

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

16.11 2.17 ng 83024 Perylene-d12 15.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 76
2 Eilcosane 282 C20H42 000112-95-8 64
3 Hexacosane 366 C26H54 000630-01-3 58
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 53

Abundance Scan 2342 (16.112 min): BF107787.D (-2338) (-) m/z 57.00 100.00%
51.0
5000 85.1
1132 550 1000 1520 1640
Ll g 140.2 176.1 210.15377264.9 300.1  355.0 .80 16.00 16.20 16.
Oty : m/z 43.00 59.03%
miz--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L L L L
85.0 15.80 16.00 16.20 16.40
29.0 m/z 71.00 57 .80%
. i L [130141.0160.01960 240.0
e
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
N L
15.80 16.00 16.20 16.40
5000 m/z 85.10 40.42%
85.0
29.0
o ‘ | ‘Pwmmm%mmnm%m%m
T A
miz--> 100 150 200 250 300 350
Abundance #194493: Hexacosane T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.79%
5000 85.0
29.0 .
Lo L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
T T e T o e S T e e .
miz--> 50 100 150 200 250 300 350 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\BF072718\
Data File : BF107787.D

Acq On 28 Jul 2018 10:30

Operator : JU/SJ

Sample : J4199-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : 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 5.0 ng 163329 1 6.97 656158 20.0
unknown6 .74 6.74 91.7 ng 3008410 1 6.97 656158 20.0
Indane 7.14 34.6 ng 1135770 1 6.97 656158 20.0
Naphthalene, 1-me... 9.05 2.8 ng 149922 2 8.24 1088550 20.0
Cycloeicosane 13.95 3.6 ng 194106 5 14.15 1080240 20.0
Heptadecane 16.11 2.2 ng 83024 6 15.68 763935 20.0
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