LSC Area Percent Report

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

Data File : BF109907.D

Aca On - 16 Oct 2018 16:06 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5526-22 SUPANCdgwl&l
isc :

ALS Vial : 9 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 2.334 36 42 50 rvB 899215 1219786 18.40% 1.984%
2 3.592 253 256 269 rBV 80519 156149 2.35% 0.254%
3 5.228 525 534 543 rVB 250241 309004 4 .66% 0.503%
4 5.604 593 598 601 rBY 6126215 6298531 94.99% 10.247%
5 6.604 761 768 772 rBVY 5719846 6630925 100.00% 10.788%
6 6.751 788 793 796 rBY 6414854 6449972 97.27% 10.494%
7 6.981 828 832 836 rVB 1858804 1440306 21.72% 2.343%
8 7.139 855 859 862 rVB 5786228 5009471 75.55% 8.150%
9 7.545 922 928 931 rBVY 4126058 4094185 61.74% 6.661%
10 8.263 1046 1050 1053 rBvV 2092673 1693410 25.54% 2.755%

11 9.339 1228 1233 1236 rBV 6469137 5849254 88.21% 9.516%
12 9.727 1295 1299 1302 rBV 882717 674647 10.17% 1.098%
13 10.022 1345 1349 1353 rBV 1776679 1478336 22.29% 2.405%
14 10.810 1479 1483 1487 rBV 3100688 2724628 41.09% 4.433%
15 11.510 1599 1602 1605 rBV 1361204 1257161 18.96% 2.045%

16 11.533 1605 1606 1610 rVvVv 293711 204100 3.08% 0.332%

17 11.586 1611 1615 1618 rVV 78622 76379 1.15% 0.124%
18 12.015 1685 1688 1691 rBV 140963 147838 2.23% 0.241%
19 12.127 1704 1707 1709 rBV2 70517 76332 1.15% 0.124%
20 12.539 1774 1777 1779 rBV 113804 94112 1.42% 0.153%

21 12.727 1805 1809 1812 rBV 784892 621505 9.37% 1.011%
22 12.845 1827 1829 1833 rVB2 141234 115818 1.75% 0.188%
23 12.939 1842 1845 1846 rBV 115393 100911 1.52% 0.164%
24 12.957 1846 1848 1854 rVB 635438 570501 8.60% 0.928%
25 13.098 1868 1872 1875 rBV 5173892 4501675 67.89% 7.324%

26 13.174 1880 1885 1889 rBV2 63354 110038 1.66% 0.179%
27 13.286 1901 1904 1907 rVB 125102 115816 1.75% 0.188%
28 13.351 1911 1915 1917 rVB2 80932 74404 1.12% 0.121%
29 13.392 1917 1922 1924 rBV3 85209 99908 1.51% 0.163%
30 13.598 1954 1957 1960 rVB 127892 110776 1.67% 0.180%

31 13.792 1987 1990 1995 rVB 132843 136513 2.06% 0.222%
32 13.904 2004 2009 2012 rBVZ2 77649 124866 1.88% 0.203%
33 13.974 2016 2021 2030 rVB5 442282 661202 9.97% 1.076%
34 14.121 2043 2046 2048 rBV 102280 91265 1.38% 0.148%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101618\
Data File : BF109907.D
Aca On : 16 Oct 2018 16:06 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 14.157 2048 2052 2055 rVVv2 1939072 2057773 31.03% 3.348%

36 14.180 2055 2056 2064 rVB 404432 329265 4.97% 0.536%
37 14.298 2074 2076 2081 rVB 145531 136603 2.06% 0.222%

38 14.380 2086 2090 2092 rBV3 49332 71038 1.07% 0.116%
39 14.539 2113 2117 2120 rBV 80589 100139 1.51% 0.163%
40 14.574 2120 2123 2126 rBV2 79104 81244 1.23% 0.132%

41 14.609 2126 2129 2133 rBV2 243914 247613 3.73% 0.403%
42 14.927 2180 2183 2191 rBV 212482 252298 3.80% 0.410%
43 15.009 2194 2197 2200 rBVY 83588 79550 1.20% 0.129%
44 15.227 2230 2234 2237 rBY 405434 592627 8.94% 0.964%
45 15.286 2241 2244 2247 rVV 272489 315609 4._.76% 0.513%

46 15.339 2251 2253 2257 rVB 73909 76724 1.16% 0.125%
47 15.551 2285 2289 2294 rVB 237656 308329 4._.65% 0.502%
48 15.615 2296 2300 2307 rVB 292548 346881 5.23% 0.564%
49 15.686 2307 2312 2324 rBV 1487438 2081226 31.39% 3.386%
50 16.156 2387 2392 2397 rBV 227771 352906 5.32% 0.574%

51 16.209 2397 2401 2409 rVB5 64848 125082 1.89% 0.203%
52 16.698 2479 2484 2490 rVB2 122872 230931 3.48% 0.376%

53 17.245 2572 2577 2586 rVB2 100922 211795 3.19% 0.345%
54 17.709 2652 2656 2666 rVB2 69850 148930 2.25% 0.242%

Sum of corrected areas: 61466287
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101618\

BF109907.D

16 Oct 2018 16:06

JussJ

J5526-22

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
LSCINT.P

SUP-4A-C-101518-1

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

2.

TIC: BF109907.D
5.60
6.60

33

5.23

7.14

7.55

6.98

0
Time-->

5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF109907.D

10.81

8.26
10.02

11.51

1'?%9 1%2%;3

-

SN

13.10

12,54 |12; M@ﬁé

Ol
Time-->

12.00

11.00 11.50

10.00

10.50

9.50

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

3.3913.6013.79.do14 %ﬁ
OW

TIC: BF109907.D

14.16
15.69

13.97141.18
1 %%1 9,198 woal

16.70

17. 24 17.71

Time-->

13.50

15. OO

15. 50

14. OO 14. 50 16.00 16.50 17.00 17. 50

18 00

18.50
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.33 16.94 ng 1219790 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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 41 (2.328 min): BF109907.D (-36) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1

| I2.20 2.40 2.60
SR 1 S ' S ——— Y 52 oo B - B 0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L L L L B LB B B |
43.0 2.20 2.40 2.60
w550 87.0 m/z 55.05 29.41%
29.0
R R L R LB e e e  SAREEEEEEss sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 /\

2.20 2.40 2.60

5000 410 550 m/z 87.10 26.32%
29.0 H
L L Ll 990 1120 129.0
s s 1 T TSN | N B i M
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
3.0 220 240 260
m/z 41.05 13.90%
5000 550
43.0
27.0
190 |y M“\ / |, 850 980 1150
T N L s L= = m e e R
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 2 Propylene Glycol Concentration Rank 12

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

3.59 2.17 ng 156149 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 83
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 39
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 256 (3.592 mm) BF109907.D (-253) (-) m/z 45.00 100.00%
4!:
5000 k
39.0 54,9610 159 859 320 340 3.60 3.80 4.00
.q““w““”qmq”““m“”qnhnupuwhqhnw”““q””w”“”qmq m/z 43.00 16.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: PrOpylene Glycol ML
45.0
5000 USRI VRS AR RS R
3.20 3.40 3.60 3.80 4.00
m/z 44.00 5.74%
29.0 61.0
190 1 390 | 5506L 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45.0
320 340 360 380 4.00
5000 m/z 61.00 5.29%
29.0
130190 | 00| 550610 760
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)—(+)—l,2—PropanedioI LI L L L L LB B
45.0 3.20 3.40 3.60 3.80 4.00
m/z 46.00 3.39%
5000
190 310 590[| 550610 750
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 3.60 3.80 4.00
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 5

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

5.23 4.29 ng 309004 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 534 (5.228 min): BF109907.D (-525) (-) m/z 43.00 100.00%
43.0
59.1
5000
| s 1°|“ rosg | 480 500 520 540 560
L L R B e o o o . m/z 59.10 52.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ML LN I I
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.10 16.21%
Wl 830 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 58.00 16.08%
101.0
41.0
..1.5.'0“‘.”..\“.‘..‘l“i..‘..8|3‘..(.)..|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e B
59.0 480 5.00 520 5.40 5.60
m/z 41.00 7.86%
5000 41.0
""I""Mm' “bi""I""I""%%QQ%ﬁ%q"l""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 89.56 ng 6449970 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF109907.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 oo T ok oo b
0 : B m/z 68.10 42 .39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 SRR SRS A SRS &

6.40 6.60 6.80 7.00
m/z 134.00 34 .18%

158.0 189.0
B S e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
M am
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .76%
39.0 91.0
e, T
...,.h..”.ﬂh,m..ﬁj..:wwh.l\.w‘.,”..,....,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- B e R
132.0 6.40 6.60 6.80 7.00
117.0 m/z 69.05 17.16%
5000
39.0 65.0 o0
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 : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.35 ng 147838 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 51
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 45
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 1689 (12.021 min): BF109907.D (-1685) (-) m/z 73.00 100.00%
430 | 730
5000
129.0 192.0
97.1 213.2
489 -t 256.2 11.80 12.00 12.20 12.40
m/z 60.00 96.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.80 12.00 12.20 12.40
J‘u 1570 1gso 2130 260 | M/Z 43.05  90.52%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
199.0
"' 11/80 12.00 12.20 12.40
5000 m/z 57.05 76.88%

165.0
150 39.0 630 839 1150 1300 Lo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B EAS e ma e B
43.0 |, 73.0 11.80 12.00 12.20 12.40
m/z 55.00 73.96%
5000 129.0

15.0 n‘ il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.97 6.43 ng 661202 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 2020 (13.968 min): BF109907.D (-2016) (-) m/z 55.05 100.00%

54.0 220.1

5000

:

g2 316.2 13.60 13.80 14.00 14.20
i m/z 229.10 94.91%

m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0

97.0

-

5000
13.60 13.80 14.00 14.20

m/z 57.05 87.41%

39.0 17702100 2550

.

m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 43.05 86.02%
169.0
260, || | ‘ J | 1380 7 2100 2550 406,0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 66.87%
40.0
.%6\.0.,.1..’.,4‘.51.1.,-.%8?-.0,...??5.-0...3?@9..,....,..
m/z--> 50 100 150 200 250 300 350 400 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 : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.61 2.41 ng 247613 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
2 Tricosane 324 C23H48 000638-67-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2129 (14.609 min): BF109907.D (-2126) (-) m/z 57.10 100.00%
57.1
5000 85.0
1131 242.1 3241 | 14.20 14.40 14.60 14.80 15.00
141.1 215.1
O rrrreerb ey AL 20680 22 26802054 U L0 T 43.05 62, 10W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 850 LIS B L B L L L L L LB
mmmmmmmmmm
1130 1550 m/z 71.10 61.10%
bbb derere b e 2250
m/z--> 20 45 eb 85 100 150 140 160 180 200 220 240 260 280 300 350
Abundance #164579: Tricosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.05 47 .53%

J
||||||||| |||||||||| R R R e e R AR AR BARE: [T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83028: Hexadecane e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 25.07%

5000 85.0

113.0
N 0 O P 1 SRRSE——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.93 2.42 ng 252298 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 90
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2184 (14.933 min): BF109907.D (-2180) (-) m/z 57.05 100.00%
57.0
5000
99.0 UL N DU DU IR

14.60 14.80 15.00 15.20

141.2 1873 267.1
0....l,.. ll-' e 40232140 2of1 3268 ' "m/z 71.10  61.44%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
14.60 14.80 15.00 15.20
m/z 43.10 58.85%
99.0
210) { y [ [ 141.0 1830 2250 267.0 3230 _ 380.0
= A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R A RERm
14.60 14.80 15.00 15.20
5000 m/z 85.10 47 .29%
99.0
2n0f | | | ,\ 1410\ 183.0 2250 267.0296.0
....,... T
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- R e A ARAR
57.0 14.60 14.80 15.00 15.20
m/z 41.05 19.79%
5000

99.0
}Iitlmmnm2m%wmmomwwmmm

I P | -
LA B B B B | T LI L L B B B BB BN B B LN L L L L L B L L

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 : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.55 2.96 ng 308329 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
3 Pervlene 252 C20H12 000198-55-0 97
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2289 (15.551 min): BF109907.D ( 2285) (-) m/z 252.10 100.00%
25p.
5000
125.0
2240 15.20 15.40 15.60 15.80
ol4L.0 . . 161.0 198.1 301.0 343.1 m/z 250.10 28 .30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
250.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 21.99%
125.0

39.0 74.0 99.0 150.0 198.0224.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.26%
126.0
39.0 7401000, | 1510 19802240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104213: Perylene T e
252.0 15.20 15.40 15.60 15.80
m/z 126.00 14 .89%
5000
126.0
37.0 63.0 99.0, ‘H 1510 19802240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.16 3.39 ng 352906 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2393 (16.162 min): BF109907.D (-2387) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.1 Ak,ﬁwaﬁVV¢/{\v~ﬂM_vwﬁww
13, 15.80 16.00 16.20 16.40
155.1
i ,I. . lrl S1832 21 2061 85138811 nsu 71.05  65.37%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L LR UL UGN B B
15. 80 16. oo 16. 20 16.40
m/z 43.10 56.57%
29.0 13.0
|| ] | 1.|F 14101690197022502530 296.0
m/z--> 50 100 150 260 250 300 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 50.31%
\ “ I ‘lllf'oll{l-o 183.0211.0239.0267.0296.0
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #83027: Hexadecane e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.88%
5000 85.0 W
29.0
DL L ﬂ1301410169019702260
m/z--> 55 100 150 260 250 300 3%0 1580 1600 1620 1640 '
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Library Search Compound Report

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

Data File : BF109907.D

Aca On : 16 Oct 2018 16:06

Operator : JU/SJ

ﬁ?ggle i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.22 ng 230931 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2484 (16.698 min): BF109907.D (-2479) (-) m/z 57.05 100.00%
57.0
5000 L‘J\w‘/
LSRN R PN BN
141.2174 2 2101 2104 16.40 16.60 16.80 17.00
_— ,J. ez 2660 . 348l m/z 71.05 71.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 LSRN R BN BN
16.40 16.60 16.80 17.00
m/z 43.05 56 .55%
25,|0J | 290 1410 1830 226.0
m/z--> 6 55 160 1%0 200 250 360 3éo 460
Abundance #209566: Octacosane
57.0
' 16.40 16.60 16.80 17.00
5000 m/z 85.05 46.96%
99.0
2moL ]] x’u , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 6 55 160 1%0 260 2éo 360 3éo 460
Abundance #48851: Dodecane, 2—methy|— LSS B L N B
43.0 16.40 16.60 16.80 17.00
m/z 55.00 22 .47%
5000 85.0 AMMWWWNM\MM/\¢WwMN%NWMAM
J 141.0
%q'dJIL!”'%H'”ll'egeQ'"'I""I""I""I" LSRN R PN BN
m/z--> 0 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF109907.D

Acq On : 16 Oct 2018 16:06

Operator : JU/SJ

3?22'6 i J5526-22 SUP-4A-C-101518-1
ALS Vial : 9 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]
Butane, 2-methoxy... 2.33 16.9 ng 1219790 1 6.98 1440310 20.0
Propylene Glycol 3.59 2.2 ng 156149 1 6.98 1440310 20.0
2-Pentanone, 4-hy... 5.23 4.3 ng 309004 1 6.98 1440310 20.0
unknown6.75 6.75 89.6 ng 6449970 1 6.98 1440310 20.0
n-Hexadecanoic acid 12.02 2.4 ng 147838 4 11.51 1257160 20.0
Pentafluoropropio... 13.97 6.4 ng 661202 5 14.16 2057770 20.0
Tetradecane, 2,6,... 14.61 2.4 ng 247613 5 14.16 2057770 20.0
Heptacosane 14.93 2.4 ng 252298 6 15.69 2081230 20.0
Benzo[e]pyrene 15.55 3.0 ng 308329 6 15.69 2081230 20.0
Heneicosane 16.16 3.4 ng 352906 6 15.69 2081230 20.0
Hexadecane 16.70 2.2 ng 230931 6 15.69 2081230 20.0
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