LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 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-BF040618.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 5.028 496 500 511 rvB 149323 208507 5.60% 0.665%
2 5.428 563 568 571 rBVY 3322093 3545104 95.22% 11.309%
3 6.451 736 742 746 rBVY 3016185 3723205 100.00% 11.877%
4 6.581 759 764 767 rBVY 3547000 3598439 96.65% 11.479%
5 6.634 770 773 785 rVB 35963 41906 1.13% 0.134%

6 6.804 798 802 805 rBV 1037975 813542 21.85% 2.595%
7 6.963 824 829 832 rBV 3121445 2848859 76.52% 9.088%
8 7.375 893 899 902 rBV 2248607 2359387 63.37% 7.526%
9 8.087 1016 1020 1023 rBV 1319848 1055719 28.36% 3.368%
10 9.163 1198 1203 1206 rBV 3792337 3599453 96.68% 11.482%
11 9.557 1266 1270 1273 rBV 556298 447991 12.03% 1.429%
12 9.769 1302 1306 1310 rVB 96260 76247 2.05% 0.243%
13 9.845 1315 1319 1327 rVB 1140239 1118503 30.04% 3.568%
14 10.269 1388 1391 1394 rVB 126148 95408 2.56% 0.304%

15 10.639 1449 1454 1457 rBV 2071498 2093521 56.23% 6.678%

16 10.739 1468 1471 1476 rBV 107798 101061 2.71% 0.322%
17 11.333 1568 1572 1575 rBV 1017948 936726 25.16% 2.988%
18 11.851 1658 1660 1668 rBV2 130954 130812 3.51% 0.417%
19 12.922 1837 1842 1845 rBV 2903041 2722306 73.12% 8.684%
20 13.804 1989 1992 2002 rBV 251696 271563 7.29% 0.866%

21 13.974 2017 2021 2028 rVB 886730 831634 22.34% 2.653%

22 14.439 2097 2100 2104 rBV3 30622 40259 1.08% 0.128%

23 15.433 2264 2269 2280 rBV 473742 649967 17.46% 2.073%

24 15.927 2350 2353 2359 rVBS8 21215 37630 1.01% 0.120%
Sum of corrected areas: 31347749

8270-BF040618.M Fri Apr 20 12:08:31 2018 Page: 1



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

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF041918\

BF104648.D

20 Apr 2018 00:16

JussJ

J2455-21

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104648.D
6.58

5.43

6.45 6.96

7.37

6.80

5.03

6.63

0
Time-->

5.00

5.50

6.00

6.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104648.D

12.92

10.64

9.85 11.33

0.74 11.85

Or—
Time-->

13.00

13.50

10.50 11.00

11.50 12.00 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

TIC: BF104648.D

1000000

500000

0

13.97

13.80

15.43

14.44 15.93

Time-->

14.00

14.50 15.00

15.50 16.00 16.50

17.00 17.50 18.00

18.50

19.00

8270-BF040618.M Fri Apr 20 12:08:32 2018

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4

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

5.03 5.13 ng 208507 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 42
2 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25

Abundance Scan 500 (5.028 min): BF104648.D (-496) (-) m/z 43.00 100.00%
43
59
5000
T a5 450 80 550 o4
73 83 : : : : :
o..,....,....,....l,'::'..,“.33.~.'!i....,.-...,.-...,...:,|....,. m/z 59.00 58.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 21.77%
0 21 371, 53 ‘ 67 778 o1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 4.80 500 520 540
5000 m/z 58.00 15.93%
y 4
102
15 53 3 87
e S U S S I UL IS SR SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4460: 3-Pentanol, 2—methy|— | BSLLE NLALLELE BL ILL BLL
50 460 4.80 5.00 5.20 5.40
m/z 41.10 11.07%
5000 73
31 p
Oy '|"'““""'HM‘J"|??MM i"§?\" "|'§§'| ""ﬁo}"'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 88.46 ng 3598440 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF104648.D (-759) (-) m/z 132.00 100.00%
5000 68
6 rrrrrTyTTTTTTTTT T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o282 02| R e [ WP oms W w/z 68.10  38.94%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 SRS ARASE NS SRR
a1 o7 620 640 6.60 6.80 7.00
53 - 117 m/z 134.00 33.49%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
69 AR AR R SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _.99%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene A T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.72%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s % e o 8 @ 10 1o 15 o 1k 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.16 ng 101061 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1471 (10.739 min): BF104648.D (-1468) (-) m/z 57.05 100.00%
57
5000 85
; 13 10140 10,60 1080 1100
(o} m/z 43.05 71.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane
57
5000 85 DAL AR IR
41 10 40 10. 60 10 80 11.00
m/z 71.05 71.59%
btk S 260 107 25 2o
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240 260 280 360 320 310
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.10 47 .93%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane P T T T T T
57 10.40 10.60 10.80 11.00
m/z 41.05 29.79%
5000 85
4
oh Ll s 1 e 197 225 253 281 309 338
m/z--> 2'0 4'0 60 8|O 1c')o 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.79 ng 130812 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 18
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 18
Abundance Scan 1660 (11.851 min): BF104648.D (-1658) (-) m/z 72.95 100.00%
73
43 60
5000
P 129 N (USRS
8 15 | 143157171185 100213 o5 11.60 11.80 12.00 12.20
o} m/z 59.95 77.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
213 m/z 43.05 75.25%
0 i 143 BT 169
m/z--> 25"'25"'50"'50 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000( o 129 m/z 57.10 64.18%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid T e T
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 61.01%
5000 129
; 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104648.D

Aca On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.53 ng 271563 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 1991 (13.798 min): BF104648.D (-1989) (-) m/z 57.00 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 83.10 89.66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

i

5000 { NI LI L L L L LB L
13.40 13.60 13.80 14.00 14.20
m/z 55.00 89.09%
29
ok il 167 195 222 250 280 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
vt
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.05 86.19%
29 139

167 196 224 252 280 308

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e v
55 83 13.40 13.60 13.80 14.00 14.20

m/z 69.00 81.59%
5000
29
ol \ 167 196 238 266 294

Asaanseaaesieate i B Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\
Data File : BF104648.D

Acq On : 20 Apr 2018 00:16

Operator : JU/SJ

Sample : J2455-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 5.1 ng 208507 1 6.80 813542 20.0
unknown6 .58 6.58 88.5 ng 3598440 1 6.80 813542 20.0
Octadecane 10.74 2.2 ng 101061 4 11.33 936726 20.0
n-Hexadecanoic acid 11.85 2.8 ng 130812 4 11.33 936726 20.0
n-Tetracosanol-1 13.80 6.5 ng 271563 5 13.97 831634 20.0
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