LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 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-BF120818.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 4.992 483 494 502 rBV 237237 305823 6.16% 0.713%
2 5.410 561 565 582 rVB 4918609 4499589 90.57% 10.496%
3 6.428 733 738 746 rBVY 4990649 4968036 100.00% 11.589%
4 6.569 757 762 765 rBVY 4851932 4654054 93.68% 10.856%
5 6.628 769 772 777 rVB2 47261 51969 1.05% 0.121%
6 6.798 797 801 804 rBVY 1560588 1316563 26.50% 3.071%
7 6.951 823 827 831 rBVY 4012261 3471358 69.87% 8.098%
8 7.351 889 895 899 rBY 3111201 2982723 60.04% 6.958%
9 8.081 1015 1019 1022 rBvV 1881277 1724671 34.72% 4.023%
10 9.157 1198 1202 1205 rBvV 5410082 4430862 89.19% 10.336%
11 9.245 1214 1217 1222 rVB3 39054 53079 1.07% 0.124%
12 9.545 1265 1268 1276 rBV 479217 376779 7.58% 0.879%
13 9.751 1301 1303 1305 rvB2 75825 53730 1.08% 0.125%
14 9.833 1311 1317 1320 rBvV 2003597 1690924 34.04% 3.944%
15 9.863 1320 1322 1325 rVB 83732 66843 1.35% 0.156%
16 10.116 1362 1365 1369 rBvV 100462 90707 1.83% 0.212%
17 10.374 1407 1409 1412 rBvV 75248 68397 1.38% 0.160%
18 10.616 1446 1450 1454 rBVY 2586334 2201574 44.31% 5.136%
19 11.069 1524 1527 1529 rBVvV4 86560 83588 1.68% 0.195%

20 11.316 1565 1569 1571 rBV 1633310 1336927 26.91% 3.119%

21 11.339 1571 1573 1576 rVvV 479225 379401 7.64% 0.885%
22 11.386 1579 1581 1584 rVB 123665 118736 2.39% 0.277%
23 11.851 1657 1660 1665 rBV2 918292 859051 17.29% 2.004%
24 12.527 1772 1775 1778 rBV 680701 608331 12.24% 1.419%
25 12.639 1791 1794 1799 rBV 505050 579137 11.66% 1.351%

26 12.757 1811 1814 1816 rVB 441307 373797 7.52% 0.872%
27 12.904 1835 1839 1843 rBV 3392334 2877310 57.92% 6.712%
28 13.821 1992 1995 2001 rVB 467830 501496 10.09% 1.170%
29 13.957 2014 2018 2020 rBV2 1429712 1430074 28.79% 3.336%
30 15.398 2260 2263 2266 rVB 654509 713301 14.36% 1.664%

Sum of corrected areas: 42868830
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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\HPCHEMI\BNA F\DATA\BF121118\

BF111306.D

12 Dec 2018 5:10

JussJ

J6214-31

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 6

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

4.99 4.65 ng 305823 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 494 (4.992 min): BF111306.D (-483) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ANARBESAERINARARRURRE R
460 4.80 5.00 520 5.40
o8 2070 75 Eg.10  53.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LN ISR I R
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 15.97%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
460 480 500 520 540
5000 m/z 58.00 14 .56%
101.0
41.0
0..1.5.'?.‘.”..\“.‘..‘l“i..‘..8|3‘..(.)..|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 520 5.40
m/z 41.05 9.11%
5000 41.0
L
0'E%?JL'M““Mi“k'wt'w"'w"”l'“'l”"w"w"“ AR SR RN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.57 Concentration Rank 1

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

6.57 70.70 ng 4654050 1,4-Dichlorobenzene-d4 6.80
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 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF111306.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR R SRR
40.0 540 J 6.20 6.40 6.60 6.80 7.00
O‘M.'?}-?. Aguso g m/z 68.10 39.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR RN AR SRR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 34 .00%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
i
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 25.16%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.36%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 12.85 ng 859051 Phenanthrene-d10 11.32
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
Abundance Scan 1660 (11.851 min): BF111306.D (-1657) (-) m/z 43.10 100.00%
431 730
5000
129.1
o1 157.2 19212132 256.3 50 1160 11.80 12,00 12.20
0 : m/z 72.95 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LR B BN UL B
nmnmnmnm
157.0 1850 213.0 256.0 m/z 60.00 84.68%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
430 160 1180 1200 1220
5000 129.0 m/z 57.10 78 .65%
171.0
97.0 214.0
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid L B B
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 41.10 72.92%
5000 129.0
o150l I et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 8.10 ng 579137 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1794 (12.639 min): BF111306.D (-1791) (-) m/z 43.10 100.00%

431 730
5000
129.1

185.2 241.3 T
l].57 1 | 2132 | 284.3 3163 12.40 12.60 12.80 13.00

o PP et P N e PP ESPRSS U . m/z 73.00 82.05%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

3

12.40 12.60 12.80 13.00
m/z 57.10 74.93%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
b RRREE EE s
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.10 72 .75%
199.0 242.0
el
o O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester b RRREE EE s
43.0 12.40 12.60 12.80 13.00
m/z 41.10 69.20%
73.0
129.0
185.0213.0241.0
oL L | BTN o emo
m/z--> 50 O 150 200 250 300 350 12. 40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111306.D

Aca On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample : J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.82 7.00ng 501496  Chrysene-di2 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

2 Octacosvl trifluoroacetate

3 Tetracosvl pentafluoropropionate
4 Docosyl trifluoroacetate

5 Hexacosyl pentafluoropropionate

506 C30H57F302
500 C27H49F502
422 C24H45F302
528 C29H53F502

1000351-74-9 90
1000351-81-3 87
1000351-75-5 87
1000351-81-2 87

Abundance Scan 1995 (13.821 min): BF111306.D (-1992) (-) m/z 57.10 100.00%
571.1
5000
M l l 391 1042 2602 3123 13.60 13.80 14.00 14.20
ol ,...J.',..]f.d.-,u..'..,....,....,....,..35?6.'?....,...., m/z 43.10 80.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 e
13. 60 13. 80 14. OO 14. 20
m/z 55.10 66.13%
25.0
. | | 1591670 2100 26703070 490.0
R o L B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
s e RRmaS R S
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 55.87%
39.0
oLt | 181.0 2220 264.0 306.0 348.0 392.0 437.0 488.0
...,..”,....,.. e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235266: Tetracosy! pentafluoropropionate L e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 46.06%
5000
9 0
oL |, 181022202640 3360 381.0 44204820
.”,....“...,.”.,........,.”.,...w....,”.., s e RRmaS R S
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111306.D

Acq On : 12 Dec 2018 5:10

Operator : JU/SJ

Sample - J6214-31

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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... 4 .99 4.7 ng 305823 1 6.80 1316560 20.0
unknown6 .57 6.57 70.7 ng 4654050 1 6.80 1316560 20.0
n-Hexadecanoic acid 11.85 12.9 ng 859051 4 11.32 1336930 20.0
Octadecanoic acid 12.64 8.1 ng 579137 5 13.96 1430070 20.0
17-Pentatriacontene 13.82 7.0 ng 501496 5 13.96 1430070 20.0
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