LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On - 16 Oct 2018 16:59 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5516-02 339401L£DH32
isc :

ALS Vial : 11 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-BF101518.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 2.116 3 5 12 rVB 371221 543398 13.30% 1.277%
2 2.328 34 41 48 rVB 805943 1055975 25.85% 2.481%
3 3.587 254 255 266 rBV4 43207 85396 2.09% 0.201%
4 5.216 523 532 539 rBV 164098 190845 4.67% 0.448%
5 5.598 592 597 601 rBVY 4091296 4035748 98.81% 9.482%
6 6.598 761 767 770 rBVY 3937671 3948641 96.67% 9.278%
7 6.745 788 792 796 rBVY 4301572 4084455 100.00% 9.597%
8 6.981 828 832 835 rVB 1729167 1342235 32.86% 3.154%
9 7.139 855 859 862 rVB 3603556 3318097 81.24% 7.796%
10 7.539 922 927 930 rBY 2931034 2492679 61.03% 5.857%

11 8.263 1046 1050 1053 rBV 2004711 1589459 38.91% 3.735%
12 9.333 1226 1232 1236 rBV 4337278 3915236 95.86% 9.199%
13 9.439 1247 1250 1253 rVB 160828 133436 3.27% 0.314%
14 9.727 1295 1299 1302 rBV 376541 300865 7.37% 0.707%
15 10.022 1345 1349 1353 rBV 1700219 1408024 34.47% 3.308%

16 10.810 1479 1483 1486 rBV 2119720 1761791 43.13% 4_.139%
17 11.510 1599 1602 1606 rBV 1283000 1197495 29.32% 2.814%

18 12.016 1685 1688 1694 rBV2 71303 89957 2.20% 0.211%
19 12.727 1806 1809 1814 rBV 65017 68828 1.69% 0.162%
20 12.904 1836 1839 1842 rBV 50443 44850 1.10% 0.105%
21 12.957 1845 1848 1850 rBV 79261 58590 1.43% 0.138%
22 13.098 1868 1872 1875 rBV 3995596 3307974 80.99% 7.772%
23 13.315 1906 1909 1913 rVB 63337 56426 1.38% 0.133%

24 13.568 1947 1952 1956 rBV 384942 527885 12.92% 1.240%
25 13.604 1956 1958 1962 rVV 162202 176228 4_.31% 0.414%

26 13.657 1962 1967 1970 rVB2 111977 159531 3.91% 0.375%
27 13.980 2018 2022 2035 rVB2 340855 413386 10.12% 0.971%
28 14.157 2048 2052 2055 rBV 1856275 1659427 40.63% 3.899%
29 14.251 2065 2068 2074 rBV2 104741 166553 4._.08% 0.391%
30 14.304 2074 2077 2080 rVB 192897 174160 4._.26% 0.409%

31 14.609 2125 2129 2136 rVB 294208 311369 7.62% 0.732%
32 14.927 2180 2183 2190 rVB 287644 318722 7.80% 0.749%
33 15.009 2194 2197 2201 rVB 78453 84393 2.07% 0.198%
34 15.227 2230 2234 2241 rBV2 52305 105804 2.59% 0.249%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

3?22'6 i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.286 2241 2244 2257 rVB 307701 398479 9.76% 0.936%
36 15.686 2306 2312 2321 rVB 1516968 1996287 48.88% 4._.690%
37 16.156 2387 2392 2397 rBV 236845 357349 8.75% 0.840%
38 16.203 2398 2400 2409 rVB9 40511 81059 1.98% 0.190%
39 16.698 2479 2484 2491 rVB 162121 288691 7.07% 0.678%
40 17.339 2589 2593 2600 rVB2 75037 142744 3.49% 0.335%

41 17.868 2679 2683 2691 rVB10 78060 168545 4._.13% 0.396%

Sum of corrected areas: 42561012
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109909.D

5.60
4000000
7.14

3000000 7.54

2000000 6.98

1000000 2.33

3.59 ||

0---|----|----|'-‘;---|----|-----

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109909.D

4000000

3000000

10.81
2000000 8.26
10.02

11.51

1000000

9.44 o .

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109909.D

4000000

3000000

2000000 14.16

15.69

1000000

13.57 13.98 o 1461 1493 1529
18566 448 5.0115.43

16.16
16.70
.20 A 17.34 17.87

O T

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Cyclohexane Concentration Rank 4

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

2.12 8.10 ng 543398 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 56
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 53
5 Cyclobutane 56 C4H8 000287-23-0 43

Abundance Scan 6 (2.122 min): BF109909.D (-3) (-) m/z 56.10 100.00%
56.1
84.1
41.0
5000
69.1
e A mn o
2.20 2.30 2.40 2.50
50. 63.0
.......,....,....,....,....,....,....,....,..:I;.]!.,....,.ﬂ!,...,....,.:..,....,....,..!.:....,....,.. m/z 84.10  77.94%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1457: Cyclohexane
56.0
41.0 84.0
5000 27.0 220 230 240 250
69.0 m/z 41.00 61.94%
2.0 15|.O I|| ‘l 50|0|I 77.0 1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1478: 1-Pentene, 2-methyl-
41.0 56.0
220 230 240 250
5000 27.0 69.0 m/z 55.10 45 .43%
' 84.0
15.0
'm“T“W“W”$“W“4JW“W“4JW?%ﬂ“LWNWMWWZLQMWWWMW“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1491: Cyclopentane, methyl-
56.0 2.20 2.30 2.40 2.50
m/z 69.10 29.53%
5000 41.0
69.0
270 84.0
15.0 [ |l 50.0 “ | 770
miz--> 5 L5 15 2 25 30 35 40 45 % 55 60 65 70 78 80 5 90 95 350 350 2 2k
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.33 15.73 ng 1055980 1,4-Dichlorobenzene-d4 6.98
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 41 (2.328 min): BF109909.D (-34) (-) m/z 73.10 100.00%
741
5000 43.0

220 2.40 2.60
ol 880 L ser 270 sz 43.05  40.56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-

73.0

5000 s
220 240  2.60

m/z 55.05 29.20%

,'%7..1‘?.,l-‘.l..4.8-,0..1.-.,8.%-9.,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200

43.0

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

220 2.40 260

5000 55.0 m/z 87.10  24.37%
39?
Lol L 880 11201900
B L B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73.0 220 240 260

m/z 41.05 13.24%

5000 43.0
58.0
27.0
1 ‘ $| 9

m/z--> 20 40 60 80 100 120 140 160 180 200 2 20 2. 40 2. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.22 2.84 ng 190845 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 533 (5.222 min): BF109909.D (-523) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 480 5.00 520 5.40 5.60
"W”'W””I””w'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.10 52.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LR LA AR AR
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 18.50%
wl . 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 17.61%
"W"”I'“'I“'jhk'W"hi'“'?iqﬂ"“l'”'l“"v"W%???'”%?%QW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate ma e EREar Ry L
43.0 480 5.00 520 5.40 5.60
m/z 41.05 8.90%
5000
58.0
m/z--> 10 25 §0 40 50 60 75 80 90 160 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 60.86 ng 4084460 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 793 (6.751 min): BF109909.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 B o J T om0 oo 7h0
s m/z 68.10 37.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LR U UL A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.43%
'"|'J'M!'“'l'“'h""w"'l"“l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .49%
104.0
66.0
27.0 510 77 890 ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEEEEEE e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .40%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| s AR EE
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\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.57 6.36 ng 527885 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Pentanamide 101 C5H11NO 000626-97-1 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 56

Abundance Scan 1952 (13.568 min): BF109909.D (-1947) (-) m/z 58.95 100.00%

59.0

5000

_?

13.20 13.40 13.60 13.80
m/z 72.00 61.60%

1261 1541 18222061 238.1 264.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128444: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L
13.20 13.40 13.60 13.80
m/z 55.05 42 .63%
86.0 126.0 281.0
|I ||. ||||| |||l Ilu |l 1540 184.0 212.0 238.0
RRRRRRRE LS R bt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide
59.0
B e o o
13.20 13.40 13.60 13.80
5000 m/z 41.05 36.13%
200 3?0 114.0 143.0
1 | I 1 l
B R o N L L RN LR R R RA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4064 Pentanamide AN B R A o
59.0 13.20 13.40 13.60 13.80
m/z 43.10 24 _.85%
5000
29.0
H 85.0
R e T T e T T T T R R LR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 7 Tetradecanamide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.12 ng 176228 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 64
2 Nonadecanamide 297 C19H39NO 058185-32-3 59
3 Decanamide- 171 C10H21NO 002319-29-1 58
4 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 50
5 Octadecanamide 283 C18H37NO 000124-26-5 50
Abundance Scan 1957 (13.598 min): BF109909.D (-1956) (-) m/z 59.00 100.00%
59.0
5000 \ﬂk
B
h ‘ . || 8r1 1 114.0138. 215|9 .0 184. 12053 0 2391 13.20 13.40 13.60 13.80 14.00
.”“.”“A: ”wm.w”m,””:.uﬁm.wnq.hqnd'””..”“”.. m/z 72.10 49 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83609: Tetradecanamide k\\
59.0
5000 R B SR BN
anmnmmmmm
m/z 55.00 42 .11%
2{?"0 W 86;0 1140 149.0 184.0 227.0
T S S eI A A e s
Abundance #142051: Nonadecanamide
59.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 41.00 32.31%
29.0 97.0
J i J\h 124.0 1520 104.0 222.0 250.0 297.0
m/z--> 25 Jo é 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38977: Decanamide- L L
59.0 13.20 13.40 13.60 13.80 14.00
m/z 44.00 18.43%
- J/\#A/W
290‘” A 8?0 121‘30 171.0
l | |
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300 1320 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 8 Docosyl pentafluoropropionate Concentration Rank 6

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

13.98 4.98 ng 413386 Chrysene-di12 14.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91

2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91

3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91

4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91

5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
Abundance Scan 2022 (13.980 min): BF109909.D (-2018) (-) m/z 57.05 100.00%

5%.0
5000 0

13.60 13.80 14.00 14.20

139.2181.1 230.1 281.9

Ol Ay e e m/z 43.05 81.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0
5000 [TTrr[rrrr[rrrryrrrr|m
13.60 13.80 14.00 14.20
m/z 55.05 63.28%
| “3?'?181.0 224.0264.0 308.0 353.0 454.0
I e L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosy! trifluoroacetate
57.0
S
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 54.61%

H3?'?181-0222.0264.o 322.0 367.0 418.0

R R B e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate e
57.0 13.60 13.80 14.00 14.20
m/z 71.05 54 _30%
97.0
5000
‘ l 13?'?1381.0 222.0265.0 322.0 367.0 518.0
e e e R A AR
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 9 7-Nonenamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.25 2.01 ng 166553 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 68
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
Abundance Scan 2068 (14.251 min): BF109909.D (-2065) (-) m/z 59.10 100.00%
5000
971 14.00 14.20 14.40 14.60
176.9 215.1 282.0 : : : :
244.0 30913421 77 72.00  70.41%
m/z--> 50 100 150 200 250 300
Abundance #128445: 9-Octadecenamide, (2)-
54.0
5000
14.00 14.20 14.40 14.60
m/z 55.00 56.30%
23.0 60 1260
'mmm;mmmwmmwozmo
m/z--> 50 160 150 200 2éo 300 '
Abundance #28131: 7-Nonenamide
59.0
" 14.00 14.20 14.40 14.60
5000 m/z 41.05 43.76%
2%0\‘1‘ L ‘ 980 126.0 15\5'0
m/z--> B '55 ' "160" "150" "200" "250" "360" ]
Abundance #83608: Tetradecanamide R mEEE L
59.0 14.00 14.20 14.40 14.60
m/z 43.00 37.44Y%
5000
29.0 86.0 .
i N YL T e et | e
m/z--> 50 100 150 200 250 300 14.00 1420 1440 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 10 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .30 2.10 ng 174160 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane 310 C22H46 000629-97-0 90
3 Pentacosane 352 C25H52 000629-99-2 83
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2076 (14.298 min): BF109909.D (-2074) (-) m/z 57.05 100.00%
57.0
5000 85.0

113.1 14.00 14.20 14.40 14.60
‘ I 155.1  200.0 230.1 .
. ..l, AL ot 20002301 2830 m/z 71.05 65.60%

m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
571.0
5000 LN L L L L L L L LB
85.0 14.00 14.20 14.40 14.60
m/z 43.10 64 .30%
ZWII .djmmm%mmnmmw 295.0 366.0
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
R B EEE R s e
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.05 45 .94%

113.0
| J rare 183.0211.0239.0267.0 3100

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R R S e
57.0 14.00 14.20 14.40 14.60
m/z 55.00 21.66%
5000 85.0
113.0
%%[dlﬂy 141-0160.0  211.0239.0267.0205.0323.0352.0

m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 11 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.61 3.75 ng 311369 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87

Abundance Scan 2129 (14.609 min): BF109909.D (-2125) (-) m/z 57.05 100.00%

57.0
5000

]113.1 167.1215.1265.0 324 1 14.20 14.40 14.60 14.80 15.00

IR ¥ ¥ B 0 5 W o oottt — m/z 71.10 67.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164577: Tricosane

14.20 14,40 14.60 14.80 15.00
m/z 43.05 62.58%

5000

324.0
169.0 2250

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
R N RE R s
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 48.51%
13. O
‘ ,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane R e R
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 24 _97%
5000

13.0
|, 169.0 2250 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 12 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.19 ng 318722 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2183 (14.927 min): BF109909.D (-2180) (-) m/z 57.05 100.00%
57.0
5000
901 1460 14.80 15.00 1520
141.2 : : : :
ol Al d |y 42170 20702303 2820 32133552 | 71 10 63.85%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000 L DU IR U SULRAE
14.60 14.80 15.00 15.20
m/z 43.10 59.13%
27 0| | ,9?'0‘1 141.0 183.0 225.0 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
1460 14.80 15.00 1520
5000 m/z 85.05 45 _47%
99.0
27,00 | | | | 14 0 183. 0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane o R AL ama
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .09%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 13 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.99 ng 398479 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2245 (15.292 min): BF109909.D (-2241) (-) m/z 57.05 100.00%
5%.0
5000
199 ! 15.00 15.20 15.40 15.60
155.2 197.2 : : : .
o by J552 1972 2392 gesoze2 m/z 71.10 67.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 R R BRI UL O
mmmmmmmm
99.0 m/z 43.05 56.97%
2sjof | | (|4 2410 1830 2250 2680
m/z--> §o 160 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .30%
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> §o 100 150 200 250 360 3%0 460
Abundance #219831: Triacontane R A ARk B
57.0 15.00 15.20 15.40 15.60
m/z 55.10 20.94Y%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(')0 15'00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 14 Tetracosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.16 3.58 ng 357349 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Eicosane 282 C20H42 000112-95-8 87
5 2-methylhexacosane 380 C27H56 1000376-72-7 87
Abundance Scan 2393 (16.162 min): BF109909.D (-2387) (-) m/z 57.10 100.00%
57.1
2% H\“'v
|} 990 15.80 16.00 16.20 16.40
141.1 . . . .
- ll o e 831 2253 26903020 3960 | n/z 71.10 67.57%
m/z--> 5 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0
5000 AU LA B
15.80 16.00 16.20 16.40
m/z 43.05 61.56%
J I| g 140 1830 225.0 26402950 3370 3780 4200
m/z--> éo 100 150 200 250 300 3éo 400
Abundance #175559: Tetracosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 50.46%
99.0
LU Ly 419 1830 2250 338.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B I e R
57.0 15.80 16.00 16.20 16.40
m/z 41.05 23.30%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\

Data File : BF109909.D

Aca On : 16 Oct 2018 16:59

Operator : JU/SJ

ﬁ?ggle i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 15 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.89 ng 288691 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2484 (16.698 min): BF109909.D (-2479) (-) m/z 57.10 100.00%
57.1
9.0 ' 16.40 16.60 16.80 17.00
15101832 : : :
ol ,I L ﬂ L, (2240 2662 3280 4020 Lz2771.05 61.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LRI ISR BN BN B
mmmmmmﬂm
m/z 43.05 57 .53%
99.0
2q|0| J W |4 141.0 18s. 0 2250 2810 337.0  394.0
m/z--> 50 100 1éo 200 250 360 350 460
Abundance #194493: Hexacosane
57.0
' 16.40 16.60 16.80 17.00
5000 m/z 85.05 49 .69%
99.0
L ‘ Il || |, 1410 1830 225.0 267.0 309.0  367.0
m/z--> §0 160 1%0 200 250 300 3%0 460
Abundance #215181: 2-methyloctacosane R B T o LR
57.0 16.40 16.60 16.80 17.00
m/z 55.05 20.90%
99.0
,‘j HUFW1%OQM2m0m% 365.0
m/z--> 50 mo ﬁo ﬁo 250 300 ﬁo ﬁo mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101618\

Data File : BF109909.D

Acq On : 16 Oct 2018 16:59

Operator : JU/SJ

3?22'6 i J5516-02 SSSI-1011-S-DH-32
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Cyclohexane 2.12 8.1 ng 543398 1 6.98 1342240 20.0
Butane, 2-methoxy... 2.33 15.7 ng 1055980 1 6.98 1342240 20.0
2-Pentanone, 4-hy... 5.22 2.8 ng 190845 1 6.98 1342240 20.0
unknown6.75 6.75 60.9 ng 4084460 1 6.98 1342240 20.0
9-Octadecenamide, ... 13.57 6.4 ng 527885 5 14.16 1659430 20.0
Tetradecanamide 13.60 2.1 ng 176228 5 14.16 1659430 20.0
Docosyl pentafluo... 13.98 5.0 ng 413386 5 14.16 1659430 20.0
7-Nonenamide 14.25 2.0 ng 166553 5 14.16 1659430 20.0
Hexacosane 14.30 2.1 ng 174160 5 14.16 1659430 20.0
Tricosane 14.61 3.8 ng 311369 5 14.16 1659430 20.0
Heptacosane 14.93 3.2 ng 318722 6 15.69 1996290 20.0
Nonadecane 15.29 4.0 ng 398479 6 15.69 1996290 20.0
Tetracosane, 11-d... 16.16 3.6 ng 357349 6 15.69 1996290 20.0
Octacosane 16.70 2.9 ng 288691 6 15.69 1996290 20.0
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