LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090618\

Data File : BF108841.D

Aca On : 6 Sep 2018 23:25 Instrument :
Operator : JU/SJ BNA_F

Sample - J4803-16 ClientSampleld :
Misc : EP1-Q2-J5

ALS Vial : 19 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-BF090518 .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 4.925 436 440 449 rvVB 187754 217313 5.99% 0.633%
2 5.343 506 511 514 rBV 3476421 3268699 90.14% 9.527%
3 6.366 680 685 688 rBY 3687761 3338574 92.06% 9.731%
4 6.501 704 708 711 rBVY 3900030 3385365 93.36% 9.867%
5 6.566 717 719 726 rBV 85940 73952 2.04% 0.216%
6 6.737 744 748 751 rBVY 1678459 1359205 37.48% 3.962%
7 6.890 770 774 778 rBVY 3033771 2720295 75.02% 7.929%
8 7.289 838 842 845 rBVY 2362628 2107339 58.11% 6.142%
9 8.013 961 965 969 rBVY 1829219 1648963 45.47% 4 .806%
10 9.089 1144 1148 1152 rBV 4086099 3626330 100.00% 10.569%

11 9.483 1211 1215 1218 rBV 1310317 980817 27.05% 2.859%
12 9.766 1259 1263 1267 rBV 1973172 1621732 44.72% 4.727%
13 10.542 1392 1395 1399 rBV 1689426 1614354 44 .52% 4_.705%
14 10.648 1410 1413 1415 rBV 54570 42746 1.18% 0.125%
15 11.242 1510 1514 1517 rBV 1518762 1355578 37.38% 3.951%

16 11.783 1602 1606 1613 rBV 216067 269141 7.42% 0.784%
17 12.566 1736 1739 1745 rBV5 62173 93408 2.58% 0.272%
18 12.824 1779 1783 1786 rBV 3178585 2705155 74.60% 7.884%
19 13.736 1935 1938 1944 rVB2 442983 492433 13.58% 1.435%
20 13.866 1956 1960 1963 rBV 1769018 1536800 42.38% 4._479%

21 14.630 2087 2090 2092 rBV 106801 121736 3.36% 0.355%
22 14.724 2104 2106 2111 rVB 161981 149854 4._.13% 0.437%
23 15.271 2195 2199 2204 rVB 1341792 1580323 43.58% 4.606%

Sum of corrected areas: 34310112

8270-BF090518.M Fri Sep 07 12:00:35 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090618\

BF108841.D
6 Sep 2018 23:25
JussJ
J4803-16
19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

ion Parameters:

Abundance
4000000

3000000

2000000

1000000

TIC: BF108841.D
50
6.37

5.34
6.89

7.29

4.92

0
Time-->

1 T
5.00 5.50

Abundance
4000000

3000000

2000000

8.01

1000000

TIC: BF108841.D

12.82

9.77
10.54

JLS

11.24

11.78 12.57

9.48

IR

0
Time-->

11. 50 12. 00 12. 50 13. 00

10 00 10. 50 11. 00

Abundance
4000000

3000000

2000000

1000000

13.74

TIC: BF108841.D

13.87
15.27

04—
Time--> 13.50

17. 50

18. 00

16.50

17. OO

16.00

15. 50

14 50

L
15. OO 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108841.D

Aca On : 6 Sep 2018 23:25

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5

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

4.92 3.20 ng 217313 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 439 (4.919 min): BF108841.D (-436) (-) m/z 43.00 100.00%
43.0
5000 59.0
100 460 480 500 520
o..,....,....,....',':...5,1'.0.:~Ii....,....f‘.3~:°..,...=,|....,. m/z 59.00 51.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DAL SRAN LRRE SRAE
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 18.59%
0 21.0 350, | 510 || 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.74%
31.0
69.0 87.0
15.0 M L sty 98.0
S S U U I UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester B e ma R R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.77%
5000 57.0
29.0
101.0
0"|”"|“"|“"|”"|“"|“"|”?q?“"|“"w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108841.D

Aca On : 6 Sep 2018 23:25

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 49.81 ng 3385370 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 708 (6.501 min): BF108841.D (-704) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RS SRR R R
40.0 54 J 6.20 6.40 6.60 6.80
ol 4820 | Me0 m/z 68.10 43.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 RS RRARE BRRRE SLAEE AR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.88%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oho ok
5000 980 1160 m/z 66.10 27.56%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e A REame
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.57%
117.0
5000
91.0
A L
0I'h"I”'w“lm"JW'“*'IM"'H'P"I""I""I"" RS RRARE BURRE AN AR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108841.D

Aca On : 6 Sep 2018 23:25

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.97 ng 269141 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 1605 (11.777 min): BF108841.D (-1602) (-) m/z 73.00 100.00%
43.0 740
5000
971 1291
1711 213.2
194.1 256.1 11.40 11.60 11.80 12.00
o HL\UMMM m/z 43.05 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L DAL B BUMRLLN LB B

11.40 11.60 11.80 12.00
60 | M/z 60.00 88.62%

157.0 1850 213.0

Ll

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

33

Abundance #72647: Tridecanoic acid
73.0
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 81.44%
171.0
% ) .
ok rotr ol bl ol b 20 L1 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R ma e AR
73.0 11.40 11.60 11.80 12.00
0
43.0 m/z 41.10 72 .86%
5000 129.0
185.0 228.0
97.0
| T, 166.0
Ol ol ol e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF090518_.M Fri Sep 07 12:00:38 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108841.D

Aca On : 6 Sep 2018 23:25

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 6.41 ng 492433 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 97
2 Cvclohexadecane 224 C16H32 000295-65-8 97
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1939 (13.742 min): BF108841.D (-1935) (-) m/z 57.10 100.00%
57.1 83.1
5000 kauhkaﬁ-A\Mh,hAvA-~,
250. 13.40 13.60 13.80 14.00
A I— 300.1326.3 m/z 83.10 93.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174180: Cyclotetracosane
55.0
5000 SR DA SN UM B
1340 13.60 13.80 14.00
290 m/z 43.10 89.33%
o 167.0 195.0222.0 251.0 279.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55.0 83.0
170 1380 1350 1400
5000 m/z 97.10 82 .09%
29.0 111.0
L | 13201670 19602260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol B B I
550 83.0 13.40 13.60 13.80 14.00
m/z 55.10 79.90%
5000 111.0 \Adwvaqu“#NJ\\—VMVJLJ‘*ﬁVJ
29.0
ok —167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
Data File : BF108841.D

Acq On : 6 Sep 2018 23:25

Operator : JU/SJ

Sample - J4803-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.92 3.2 ng 217313 1 6.74 1359210 20.0
unknown6 .50 6.50 49.8 ng 3385370 1 6.74 1359210 20.0
n-Hexadecanoic acid 11.78 4.0 ng 269141 4 11.24 1355580 20.0
Cyclotetracosane 13.74 6.4 ng 492433 5 13.87 1536800 20.0

8270-BF090518.M Fri Sep 07 12:00:38 2018 Page: 7



