LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 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-BF022218.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 2.146 5 10 20 rvB 262101 345273 9.59% 1.137%
2 5.116 512 515 522 rBV 84742 112632 3.13% 0.371%
3 5.504 576 581 599 rBVY 3486973 3601553 100.00% 11.855%
4 6.516 747 753 771 rBVY 3115695 3481611 96.67% 11.461%
5 6.651 771 776 779 rBVY 3376192 3360325 93.30% 11.061%
6 6.875 810 814 818 rBVY 1184317 975775 27 .09% 3.212%
7 7.033 836 841 844 rBVY 2843139 2652884 73.66% 8.733%
8 7.439 905 910 913 rBVY 2258068 2229518 61.90% 7.339%
9 7.533 923 926 936 rVB2 23250 42144 1.17% 0.139%
10 8.157 1028 1032 1046 rBV 1432526 1296167 35.99% 4.267%
11 8.651 1110 1116 1119 rBV 88384 69073 1.92% 0.227%
12 9.233 1210 1215 1218 rBV 3339823 3198005 88.80% 10.527%
13 9.574 1265 1273 1276 rBV 72564 76649 2.13% 0.252%
14 9.622 1276 1281 1288 rBV 421441 395331 10.98% 1.301%
15 9.833 1313 1317 1320 rBV 108209 97086 2.70% 0.320%
16 9.916 1327 1331 1339 rVB 1309864 1156094 32.10% 3.806%
17 10.304 1394 1397 1399 rBvV 63553 52633 1.46% 0.173%
18 10.327 1399 1401 1405 rVB 132194 114973 3.19% 0.378%
19 10.551 1434 1439 1441 rBvV 45899 51649 1.43% 0.170%

20 10.710 1461 1466 1474 rBV 1470165 1475611 40.97% 4._.857%

21 10.804 1479 1482 1492 rVB 148334 156479 4_.34% 0.515%

22 11.251 1555 1558 1561 rBV 83034 71467 1.98% 0.235%
23 11.404 1581 1584 1588 rBV 902160 893169 24.80% 2.940%
24 11.680 1628 1631 1634 rBV 61538 45587 1.27% 0.150%
25 11.916 1667 1671 1674 rBV2 49912 67438 1.87% 0.222%
26 12.621 1788 1791 1796 rBV 52677 56319 1.56% 0.185%
27 12.851 1828 1830 1832 rBV 70225 73860 2.05% 0.243%
28 12.868 1832 1833 1836 rVB 68877 51743 1.44% 0.170%

29 12.992 1850 1854 1857 rBV 2258489 2112217 58.65% 6.953%
30 13.868 2000 2003 2014 rBV 537437 593751 16.49% 1.954%

31 14.057 2031 2035 2038 rBV 834734 831061 23.08% 2.736%

32 14.139 2046 2049 2053 rBV2 92442 79068 2.20% 0.260%
33 15.562 2286 2291 2298 rVB 401725 561610 15.59% 1.849%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30378755
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000
.15

TIC: BF103270.D

5(50

5.12

6.52

7.03

7.44

6.87

0

Time-->

A
LI

5.50

6.00

™1
2.50

3.00

3.50

4.00

T
4.50 5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.16

TIC: BF103270.D

9,23

10.71
9.92

11.40

11.25 11.6811.92

12.99

12.6212

Or——
Time-->

I
10.50 11.00 11.50

12.00

12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.87

TIC: BF103270.D

14.06
15.56

4.14

Time-->

14.00

16.50 17.00 17.50

18.

14.50

15.00 15.50 16.00

00

18.50 19.00

8270-BF022218.

M Thu Mar 01 14:28:15 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 7.08 ng 345273 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (2.151 min): BF103270.D (-5) (-) m/z 73.00 100.00%

78
5000 43
55 g7

37 67 81 220 230 240 2.50 2.60
ol e o7 e v m/Z 43.00 40.50%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000
43 220 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.22%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 a1 55 m/z 87.10 24 .68%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R EEamaEEETE EALE
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 12.23%

5000 43

58
87

29
[ 1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 2.31 ng 112632 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 516 (5.122 min): BF103270.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
o....,....',':..!~|,....,8.3...-,|....,....,....,....,....,210.7.. m/z 59.00 63.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L UL UL I
59 480 500 520 540
m/z 101.00 19.09%
15 4 101
0 wl ol " 83 \‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 m/z 58.00 18.31%
a1 101
oL 15 21 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 56.00 7.71%
5000 41
ZT
87
0% '}?I""I" "|'ﬁ9'| J"??""l SRR R Y AR SRS LR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 68.88 ng 3360330 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF103270.D (-771) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 : : : :
o | g7 87 | sus ) m/z 68.00 37.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.05%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.66%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T AT
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 _.46%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 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:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.50 ng 156479 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1481 (10.798 min): BF103270.D (-1479) (-) m/z 57.00 100.00%
57
5000
85
3 113 10.40 10.60 10.80 11.00 11.20
Olrrrrrral el e e bt et e e || m/z 43.00  58.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57
5000 AR DR SRR SR
a5 1040 10.60 10.80 11.00 11.20
29 m/z 71.10 53.98%
0 | “ P . 1 L/
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10,60 10.80 11.00 11.20
5000 85 m/z 85.00 31.87%
29

113 141 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48894: Decane, 2,3,5-trimethyl- T e e T
57 10.40 10.60 10.80 11.00 11.20

m/z 41.00 25.56%
5000 85
141
o ol (118 | 169

e e e e R B R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103270.D

Aca On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample : J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 14.29 ng 593751 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 2003 (13.868 min): BF103270.D (-2000) (-) m/z 57.00 100.00%
57
83
5000 41
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
) 168 196212230 252 280 327 m/z  55.00 86 12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 SR AR SUNRIUE SR SR
29 13.60 13.80 14.00 14.20
m/z 43.00 79.36%
Obrrerebir
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
'13.60 13.80 14.00 14.20
5000 111 m/z 83.05 77.63%
29
o 139 167 106 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)- e B
55 13.60 13.80 14.00 14.20
m/z 69.00 67.42%
83
5000
29
0 A 139 167 196 223 252 280
m/z--> 2b&eommmmmmmmmmnmm%mmmmm ﬁmﬁmm%m%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103270.D

Acq On : 27 Feb 2018 18:28

Operator : SJ/JU

Sample - J1397-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.15 7.1 ng 345273 1 6.87 975775 20.0
2-Pentanone, 4-hy... 5.12 2.3 ng 112632 1 6.87 975775 20.0
unknown6 .65 6.65 68.9 ng 3360330 1 6.87 975775 20.0
Hexadecane 10.80 3.5 ng 156479 4 11.40 893169 20.0
1-Docosene 13.87 14.3 ng 593751 5 14.06 831061 20.0
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