LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

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-BF083019.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 5.463 570 574 589 rVB 1339855 1209837 76.19% 6.739%
2 6.481 742 747 759 rBVY 1483800 1377087 86.73% 7.670%
3 6.616 766 770 774 rBVY 1598038 1369773 86.27% 7.630%
4 6.845 806 809 813 rBV 670685 528042 33.25% 2.941%
5 7.004 832 836 839 rBY 1268019 1011114 63.68% 5.632%
6 7.404 900 904 907 rBV 981804 798320 50.28% 4_447%
7 8.128 1023 1027 1035 rBV 888192 736914 46.41% 4.105%
8 8.839 1146 1148 1153 rBV 86890 75408 4_.75% 0.420%
9 8.886 1153 1156 1162 rVV 42164 52749 3.32% 0.294%
10 9.198 1205 1209 1213 rBvV 1791718 1587861 100.00% 8.844%
11 9.545 1264 1268 1273 rBvV2 39331 43648 2.75% 0.243%

12 9.586 1273 1275 1280 rVB 157917 140247 8.83% 0.781%
13 9.880 1321 1325 1328 rBV 1064273 835770 52.63% 4 _.655%

14 10.022 1345 1349 1355 rBV 19941 18839 1.19% 0.105%
15 10.239 1381 1386 1391 rBV2 18663 29607 1.86% 0.165%
16 10.669 1455 1459 1462 rBV 983340 885345 55.76% 4_.931%
17 11.027 1516 1520 1524 rBV5 17141 24626 1.55% 0.137%
18 11.169 1541 1544 1548 rBV2 18503 19605 1.23% 0.109%
19 11.221 1550 1553 1557 rBV3 49787 74173 4.67% 0.413%
20 11.257 1557 1559 1562 rVVv2 29239 30186 1.90% 0.168%
21 11.321 1566 1570 1572 rBvV4 11265 18402 1.16% 0.102%

22 11.363 1573 1577 1580 rBV 898750 815517 51.36% 4.542%
23 11.386 1580 1581 1584 rVvVv 199806 117321 7.39% 0.653%

24 11.439 1588 1590 1593 rVB 40047 35528 2.24% 0.198%
25 11.492 1596 1599 1602 rBV 48314 45895 2.89% 0.256%
26 11.521 1602 1604 1606 rBV 36882 28968 1.82% 0.161%
27 11.592 1613 1616 1619 rBV2 61399 59188 3.73% 0.330%
28 11.663 1625 1628 1630 rBV2 27820 30031 1.89% 0.167%
29 11.757 1642 1644 1646 rBV2 45029 38274 2.41% 0.213%
30 11.786 1646 1649 1651 rVB2 39980 36062 2.27% 0.201%
31 11.810 1651 1653 1655 rBV2 27585 26448 1.67% 0.147%

32 11.892 1663 1667 1673 rBV4 449909 484439 30.51% 2.698%
33 12.574 1780 1783 1785 rBV 291309 223170 14.05% 1.243%
34 12.674 1797 1800 1805 rBv4 173310 195889 12.34% 1.091%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.804 1819 1822 1824 rBV 223411 151074 9.51% 0.841%

36 12.945 1842 1846 1849 rBV 1532066 1291887 81.36% 7.196%
37 13.839 1995 1998 2003 rBV3 240900 306415 19.30% 1.707%
38 13.998 2022 2025 2028 rVB 647843 626853 39.48% 3.492%
39 14.162 2051 2053 2058 rBV3 76975 69646 4_.39% 0.388%
40 14.462 2102 2104 2109 rVB3 87924 103937 6.55% 0.579%

41 14.521 2110 2114 2120 rVV 524262 512429 32.27% 2.854%
42 14.768 2154 2156 2160 rVB 88256 71835 4._.52% 0.400%
43 14.845 2166 2169 2173 rVB 406157 405813 25.56% 2.260%
44 15.033 2198 2201 2209 rVB 141649 230948 14.54% 1.286%
45 15.104 2210 2213 2217 rVB 118848 121607 7.66% 0.677%

46 15.392 2260 2262 2266 rBVY 57576 70967 4_.47% 0.395%
47 15.462 2270 2274 2284 rVB 388901 624551 39.33% 3.479%

48 15.909 2347 2350 2355 rVB 83486 124201 7.82% 0.692%
49 17.262 2575 2580 2589 rvB4 111709 236776 14.91% 1.319%

Sum of corrected areas: 17953222

8270-BF083019.M Fri Sep 06 18:35:42 2019 Page: 2



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\BF090519\

BF116845.D

5 Sep 2019 18:28

HP/JU

K4694-19

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF116845.D

6.62
6.48

5.46
7.00

7.40

6.85

0
Time-->

T
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1500000

1000000

500000

0

TIC: BF116845.D

9.88

10.67 11.36

8.13

12.5712.80

9.59
gﬁs

849

L10.0210.24

Time-->

11.00 11.50 12.00

12.50 13.00

|
9.00

T
9.50 10.00 10.50

Abundance

1500000

1000000

500000

0

TIC: BF116845.D

14.00

14.16 1446 14,

Time-->

™1
13.50

16.50

I T
17.00 17.50 18.00

18.50

14.00 14.50 15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 51.88 ng 1369770 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF116845.D (-766) (-) m/z 132.00 100.00%
5000 68

0 % J 6.20 6.40 'é'etb' '6.50 7.0
40 54 20 6.40 6.60 6.
qrer s N m/z 68.10 37.92%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57 132
74
116
5000 08 ----|-’-‘--L----|----|---
620 6.40 6.60 6.80 7.00
m/z 134.00 33.04%
8 7 158 189
B
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
R R e
117 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.13%
39 91
A i M
| | | L : | m
e
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal SRMMBSIAY A G SHHNERRD ST S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.29%
5000 67
97
L el
,....,‘. .“.‘. ‘.‘l‘.‘.“,‘.8.8.‘a,1.053..“,..H. T e
m/z--> 20 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1,2-dichloro-4-iso... Concentration Rank 14

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

8.84 2.05 ng 75408 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 97
2 Benzene. 1.4-dichloro-2-isocvanato- 187 C7H3CI2NO 005392-82-5 97
3 3.5-Dichlorophenvl isocvanate 187 C7H3CI2NO 034893-92-0 95
4 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 95
5 Benzene, 1,3-dichloro-2-isocyanato- 187 C7H3CI2NO 039920-37-1 94

Abundance Scan 1148 (8.839 min): BF116845.D (-1146) (-) m/z 187.00 100.00%
187
124
5000
860 880 9.00 9.20
m/z 124.00 76.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51133: Benzene, 1,2-dichloro-4-isocyanato-
187
124
5000
159 8.60 8.80 9.00 9.20
0 62 73 88 m/z 189.00  69.72%
40 8 109 134 145
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51132: Benzene, 1,4-dichloro-2-isocyanato-
124 187
8.60 8.80 9.00 9.20
5000 m/z 158.90 31.83%
159
62 73 88
49 8
] it kH\l i l‘Hl | ;‘Hl‘ "jhi .1??. .]."3.5|1f"§. i I‘ M- .“. -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51123: 3,5-Dichlorophenyl isocyanate S EEamme e
187 8.60 8.80 9.00 9.20
m/z 126.00 26 .56%
5000 124
o 159
37 73 97
VI A (¢SO N (I B I R N
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 11.88 ng 484439 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64
Abundance Scan 1667 (11.892 min): BF116845.D (-1663) (-) m/z 73.00 100.00%
73
43
5
5000 129
97 e AR RE R

213
15 145157171185 99 11.60 11.80 12.00 12.20

m/z 60.00 73 .95%

227241256 273287

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 80

5000 129

¥

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

11.60 11.80 12.00 12.20
m/z 43.10 66.80%

213
143157171185 199

Abundance #84453: Tetradecanoic acid
73
43 R RN mEa s L
57 11.60 11.80 12.00 12.20
5000 120 m/z 57.05 58.26%
29 185 228
‘ | T7 01115 | 143,-5171 ‘ 199
1 0 vl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid s  EEREE RS
43 57 73 11.60 11.80 12.00 12.20
m/z 55.05 55.22%
5000 129
185 241 284
1435171
r IMIH MV 157

T T T T
11.60 11.80 12.00 12.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 8
R.T. EstConc Area Relative to ISTD R.T.
12.67 4.80 ng 195889 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1799 (12.668 min): BF116845.D (-1797) (-) m/z 73.00 100.00%
5000
12.40 12.60 12.80 13.00
m/z 57.10 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
7
43
129
5000 284 LA L L L L L LB
97 185 241 nmnmnmnm
\ m/z 43.10 77 .86%
0 e T - I
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
73 12.40 12.60 12.80 13.00
5000 284 m/z 59.95 75.10%
129
185
. ‘. ., m ‘ T B e | su e
m/z--> 50 1 0 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.00 74 .45%
5000 129
185 228
LS ]
|‘|‘|1|"|‘H| |'H|'h|\'|““|“ﬁ |‘|‘:!-§|§||‘|||| ——— — A B
m/z--> 50 100 150 200 250 300 350 1ummmmmwo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.84 9.78 ng 306415 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
Abundance Scan 1998 (13.839 min): BF116845.D (-1995) (-) m/z 57.10 100.00%
g7 83
5000 11 hﬁNNAAJVAﬂqu\«ﬁvﬂvﬁAVPNM
230
139 202 ‘ A ' 13.60 13.80 14.00 14.20
3 159 : : .
ol 145 182y, | 20268 | 814 344, m/z 83.10 90.30%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55 g3
5000 LI SR SR UL SR
29 11 13.60 13.80 14.00 14.20
m/z 43.10 83.26%
m/z--> 50 100 1%0 260 250 300 350
Abundance #69584: Cyclopentadecane
55
8 ' 13.60 13.80 14.00 14.20
5000 m/z 55.10 77.10%
i } 1 W
210
ALy e
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol b RREmE EE e
55 83 13.60 13.80 14.00 14.20
m/z 69.10 75.68%
o T M}Nj\‘d\‘\/\/m\,
29
Ll M L) AT 167 196 224 om0 20 308
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Decane, 1-i1odo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.22 ng 69646 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1l-i1odo- 268 C10H211 002050-77-3 70
2 Tetracosane 338 C24H50 000646-31-1 68
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 68
4 2-methvloctacosane 408 C29H60 1000376-72-8 59
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2053 (14.162 min): BF116845.D (-2051) (-) m/z 57.10 100.00%
57
85
5000
287 PN DU SN B
el m/z 71.10 76.42%
m/z--> 50 100 150 200 250 300 350
Abundance #116707: Decane, 1-iodo-
57 85
5000 R DAL DU BRI SR B
Bmmmmmmm
141 m/z 85.10 63.31%
%?,L ' |111 ) l | 169 211 268
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #175559: Tetracosane
57
o 13.80 14.00 14.20 14.40
5000 m/z 43.05 62.91%
29
I } J‘ ‘ \1 141 169 197 225 253 338
m/z--> 55 100 150 200 2%0 300 3%0
Abundance #134594: Octadecane, 1-chloro- L B LB L N L B
57 13.80 14.00 14.20 14.40
m/z 55.00 31.98%
5000 a5
29
05
L ‘w J ‘ﬁL“ ‘}33 ‘161 189 217 245 288
m/z--> 5'0 1(')0 150 200 250 3(')0 3&'30 13. 80 14. 00 14. 20 14'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.32 ng 103937 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 10-MethvlInonadecane 282 C20H42 056862-62-5 87
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 2104 (14.462 min): BF116845.D (-2102) (-) m/z 57.10 100.00%
57
85

5000

14.20 14.40 14.60 14.80
m/z 85.10 74.73%

113

33 169 203 234254 287 311331349 371

m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 IIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
m/z 71.10 73.84%
29 113
| 117 141 169 197 225 254
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R N REE
85 14.20 14.40 14.60 14.80
5000 m/z 43.10 54 .64%
29 113
‘\W Ly |74 (169 197 225 253 296
i ....,.. r L e e o e R e o B
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 55.00 25.74%
85
5000
154
29
113
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl4.52 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.52 16.35 ng 512429 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-T5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 49
2 1-Methvl-5"-phenvispiro(indoline... 275 C17H13N30 015970-21-5 43
3 8H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 38
4 5H-T11Benzopvranol4.3-dIpvrimidi... 275 C16H9N302 1000337-49-1 38
5 Ethyl 2-cyano-2-(9-fluorenyliden... 275 C18H13NO2 014003-25-9 35
Abundance Scan 2114 (14.521 min): BF116845.D (-2110) (-) m/z 275.10 100.00%
215
129
5000 246
102 218
65 \ } [ 14.20 14.40 14.60 14.80
39
ol L B4 !~-."~.-. .}5.6.17.7.19,1-.4 Lol 1298314335 372 | 1777129.00  55.57%
m/z--> 50 100 150 200 250 300 350
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
215
5000 AN LA RN B
129 14.20 14.40 14.60 14.80
51 75 102 \ 16175 202 m/z 246.10 46.42%
247
_-) Ilnlhlhll lll IIlI‘I.I I. ||'|1| " lI I| Illzzllgllll A e e
m/z--> 50 100 150 200 250 300 350
Abundance #123560: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyrazol...
275
14.20 14.40 14.60 14.80
5000 m/z 218.10 29.63%
220 246
28 51 77 1021231 172191 | |
m/z--> 50 100 150 200 250 300 350
Abundance #123592: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolin-8-one
275 14.20 14.40 14.60 14.80
m/z 102.00 26.20%
5000
188, 4 246 |

162
I e i e o N N —

|
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tridecane, 7-hexyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.77 2.30 ng 71835 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heneicosane 296 C21H44 000629-94-7 52

Abundance Scan 2156 (14.768 min): BF116845.D (-2154) (-) m/z 71.10 100.00%
1
43
5000
127 A0 1460 1490 1500
- 2% m/z 57.10 94.62%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 R B SR LI B B
14.40 14.60 14.80 15.00
182 m/z 85.10 74 .44%
Ll an | e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14.40 14,60 14.80 15.00
5000 m/z 43.10 64 .22%
85
201 A113 141 160 197 225 253 281 323 351 30
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- A BT o e
43 14.40 14.60 14.80 15.00
71 m/z 55.00 28.02%
5000
} 99 126 154 183
S S N N . —
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF083019.M Fri Sep 06 18:35:47 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phthalic acid, di(6-methylh... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.84 13.00 ng 405813 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(6-methvlhept-2... 390 C24H3804 1000377-97-3 72
2 Phthalic acid. di(oct-3-vl) ester 390 C24H3804 1000377-72-3 72
3 Phthalic acid. di(2-propvipentvl... 390 C24H3804 1000377-93-5 72
4 Phthalic acid. cvcloheptvl isohe... 346 C21H3004 1000322-83-1 64
5 Phthalic acid, hept-4-yl isohexy... 348 C21H3204 1000356-78-6 64
Abundance Scan 2168 (14.839 min): BF116845.D (-2166) (-) m/z 149.00 100.00%
149
5000 167
43 69 A e
104 14.60 14.80 15.00 15.20
123 307
o b ) ), 189 214 240 264284 U7 331 397 | h/z 167.00  38.11%
m/z--> 50 100 150 200 250 300 350
Abundance #207739: Phthalic acid, di(6-methylhept-2-yl) ester
149
5000 167 LR B B UL S
14.60 14.80 15.00 15.20
57 13 m/z 43.10 24 _.50%
20, | 893 | 132 | | 261279
m/z--> 50 100 150 200 250 300 350
Abundance #207673: Phthalic acid, di(oct-3-yl) ester
149
" 14160 14.80 15.00 15.20
5000 m/z 57.05 23.13%
167
29 57 76 104151 | | 261279
m/z--> 56 160 150 200 250 300 350
Abundance #207709: Phthalic acid, d|(2—propylpenty|) ester LI L I L
149 14.60 14.80 15.00 15.20
m/z 69.10 22 .24%
5000
167
m/z--> 50 160 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 12 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.89 ng 121607 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2212 (15.098 min): BF116845.D (-2210) (-) m/z 57.10 100.00%
57
85
5000
141 169191 219 248 279300323344 371 14.80 15.00 15.20 15.40
...],”““ it P00 ZONDOS S Tw/z 71.10  82.24%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L SR SULRULE UL SRR
14. 80 15. oo 15 20 15. 40
m/z 85.10 66.21%
29 113
| |4 70,141 169 197 225 268
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #48854: Dodecane, 2-methyl-
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 59.45Y%
29 141
‘ J113 ‘ 169
B e s
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R R e R
57 14.80 15.00 15.20 15.40
m/z 55.00 26.18%
5000 85
290 | | | ulﬁ3 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tetracosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.98 ng 124201 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 80
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 74
3 Octacosane 394 C28H58 000630-02-4 74
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2350 (15.909 min): BF116845.D (-2347) (-) m/z 71.10 100.00%
43
5000
a2 535 m/z 57.10  99.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
g7
5000 85 U TN UL SRR

15.60 15.80 16.00 16.20
m/z 43.00 65.15%

113
3 ] ﬂ ,141 169 1197 225 253 295 337 364 393 420

m/z--> 50 100 150 200 250 300 350 400
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
e A RERREEEEE
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 64 .90%
113 211
141
,]H‘,‘H,leg N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane e A RERREEEEE
57 15.60 15.80 16.00 16.20
m/z 55.05 30.97%
5000 85
29 13 1m
Tl A | HH 169 197 225 253 281 309 337 365 394
e A e A RERREEEEE
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116845.D

Aca On : 5 Sep 2019 18:28

Operator : HP/JU

Sample : K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.26 7.58 ng 236776 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 52
2 1R.4R.7R.11R-1.3.4.7-Tetramethvl... 204 C15H24 137235-59-7 49
3 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 49
4 3.4-Dihvdrocoumarin. 4.4.7.8-tet... 204 C13H1602 040614-36-6 38
5 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 35

Abundance Scan 2580 (17.262 min): BF116845.D (-2575) (-) m/z 189.20 100.00%

5000
425 17.00 17.20 17.40 17.60
bt m/z 204.20  78.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189
161
5000 105
M 133 17.00 17.20 17.40 17.60
69 l m/z 177.15 59.23%
S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64445: 1R 4R, 7R,11R-1,3,4,7-Tetramethyltricyclo[5.3.1.0(4...
175
e RRRE Bam s
17.00 17.20 17.40 17.60
0
5000 133 204 m/z 175.10 51.01%
a1 81 105
NNV} PN
m/z--> 50 100 150 200 250 300 350 400
Abundance #64566: 1H-Cyclopropala]naphthalene, 1a,2,3,3a,4,5,6,7b-oc... L  RRRRs Bam s
161 189 17.00 17.20 17.40 17.60
m/z 107.10 43.67%
105
41
5000 133
81 L
g bt
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF083019.M Fri Sep 06 18:35:48 2019 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090519\
Data File : BF116845.D

Acq On : 5 Sep 2019 18:28

Operator : HP/JU

Sample - K4694-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6 .62 6.62 51.9 ng 1369770 1 6.85 528042 20.0
Benzene, 1,2-dich... 8.84 2.0 ng 75408 2 8.13 736914 20.0
n-Hexadecanoic acid 11.89 11.9 ng 484439 4 11.36 815517 20.0
Octadecanoic acid 12.67 4.8 ng 195889 4 11.36 815517 20.0
Cyclohexadecane 13.84 9.8 ng 306415 5 14.00 626853 20.0
Decane, l-iodo- 14.16 2.2 ng 69646 5 14.00 626853 20.0
Octadecane 14 .46 3.3 ng 103937 5 14.00 626853 20.0
unknownl14 .52 14.52 16.4 ng 512429 5 14.00 626853 20.0
Tridecane, 7-hexyl- 14.77 2.3 ng 71835 6 15.46 624551 20.0
Phthalic acid, di... 14.84 13.0 ng 405813 6 15.46 624551 20.0
Nonadecane 15.10 3.9 ng 121607 6 15.46 624551 20.0
Tetracosane, 11-d... 15.91 4.0 ng 124201 6 15.46 624551 20.0
1,3a-Ethano-3aH-i... 17.26 7.6 ng 236776 6 15.46 624551 20.0
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