LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 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-BF022218.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 2.140 4 9 16 rVB 195782 263917 7.46% 0.732%
2 5.110 511 514 530 rBV 56554 98246 2.78% 0.273%
3 5.498 576 580 612 rBVY 2492711 3539741 100.00% 9.818%
4 6.510 748 752 771 rBV 2524175 3435721 97 .06% 9.530%
5 6.645 771 775 786 rVV 2913467 3245265 91.68% 9.001%
6 6.869 809 813 835 rVB 890885 972649 27 .48% 2.698%
7 7.022 835 839 858 rBVY 2227143 2493172 70.43% 6.915%
8 7.439 905 910 934 rBVY 1831480 2354260 66.51% 6.530%
9 8.151 1028 1031 1051 rBvV 1017032 1320206 37.30% 3.662%
10 9.027 1176 1180 1182 rBV 59137 53374 1.51% 0.148%

11 9.092 1187 1191 1200 rVB 246823 258129 7.29% 0.716%
12 9.227 1207 1214 1224 rBV 3090510 3348790 94.61% 9.289%

13 9.333 1229 1232 1237 rVV2 33367 40863 1.15% 0.113%
14 9.404 1240 1244 1255 rVB3 26772 55672 1.57% 0.154%
15 9.704 1292 1295 1304 rVB2 42918 51085 1.44% 0.142%
16 9.910 1326 1330 1341 rVB 1305409 1287546 36.37% 3.571%
17 10.116 1361 1365 1374 rBV6 20086 47887 1.35% 0.133%
18 10.298 1393 1396 1398 rBV 106302 88725 2.51% 0.246%
19 10.322 1398 1400 1403 rVB 69275 54474 1.54% 0.151%

20 10.527 1431 1435 1442 rBV 171980 164434 4._.65% 0.456%

21 10.710 1462 1466 1478 rBV 1511927 1783747 50.39% 4.948%

22 10.798 1478 1481 1485 rVB2 41956 53772 1.52% 0.149%
23 10.904 1494 1499 1503 rBV 48843 52085 1.47% 0.144%
24 11.063 1522 1526 1534 rBV6 20335 42097 1.19% 0.117%
25 11.245 1554 1557 1560 rBV 39565 36477 1.03% 0.101%
26 11.339 1570 1573 1576 rBV2 40836 35852 1.01% 0.099%

27 11.404 1581 1584 1587 rBV 1126193 1132206 31.99% 3.140%
28 11.427 1587 1588 1593 rVB2 185257 184531 5.21% 0.512%
29 11.551 1606 1609 1613 rVB 199505 160653 4._.54% 0.446%

30 11.610 1615 1619 1624 rBV7 30868 42896 1.21% 0.119%
31 11.674 1624 1630 1632 rBV2 62312 63596 1.80% 0.176%
32 11.774 1644 1647 1651 rVB 42631 41562 1.17% 0.115%

33 11.927 1667 1673 1675 rBV 1496220 1619392 45.75% 4.492%
34 11.951 1675 1677 1683 rVB 797730 687209 19.41% 1.906%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.080 1697 1699 1702 rBV 54972 43536 1.23% 0.121%
36 12.233 1722 1725 1732 rVB2 71355 84067 2.37% 0.233%
37 12.468 1762 1765 1768 rVV2 73762 65113 1.84% 0.181%
38 12.568 1778 1782 1787 rVB3 59475 81793 2.31% 0.227%

39 12.627 1787 1792 1800 rBV 336449 433663 12.25% 1.203%
40 12.710 1801 1806 1817 rBV 1023378 1181946 33.39% 3.278%

41 12.845 1825 1829 1830 rBVY 161111 170643 4.82% 0.473%
42 12.857 1830 1831 1837 rVB 197155 166638 4.71% 0.462%
43 12.992 1849 1854 1857 rBV 2214395 2096520 59.23% 5.815%
44 13.198 1884 1889 1893 rVB2 197337 212144 5.99% 0.588%
45 13.539 1944 1947 1954 rBV 160782 156806 4._.43% 0.435%

46 13.868 2000 2003 2008 rBV 326110 339421 9.59% 0.941%

47 14.010 2024 2027 2030 rBV 78272 66742 1.89% 0.185%
48 14.062 2031 2036 2039 rBV 818075 900230 25.43% 2.497%
49 14.192 2055 2058 2062 rVB 66510 60332 1.70% 0.167%
50 14.498 2108 2110 2118 rBV6 40758 59892 1.69% 0.166%

51 15.133 2214 2218 2220 rBV 78128 119242 3.37% 0.331%
52 15.574 2289 2293 2303 rVB 467732 703958 19.89% 1.953%

Sum of corrected areas: 36052917
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

BF103462.D
6 Mar 2018 18:23
SJ/Ju
J1792-09
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.14 5.43 ng 263917 1,4-Dichlorobenzene-d4 6.87
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 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 9 (2.140 min): BF103462.D (-4) (-) m/z 72.95 100.00%
3
5000 43 j\
55 87 A
37 o7 220 2.30 2.40 2.50 2.60
et ST m/z 43.00  40.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR U U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.48%
29
"'I""I""I'?§'I""I""I"§?I"' gq"'l""l""l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
R 87 $2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 25.62%
29
15 67 97
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- L
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12 .53%
5000 55
43
27
m/z--> 10 40 50 70 80 90 100 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.11 2.02 ng 98246 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 514 (5.110 min): BF103462.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 IRBENRARE RRRRE LR AR
83 | 480 5.00 5.20 5.40
I = L L o o e m/z 59.00 60.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 16.74%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 58
480 500 520 540
5000 m/z 101.00 16 .55%
71 82
"'P"'P"'P"'P"'P"'P"'P"'P"'P'??I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e b R
59 480 5.00 5.20 5.40
m/z 41.00 7.66%
5000
41 101 ‘“MW"W‘WW
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 66.73 ng 3245270 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 776 (6.651 min): BF103462.D (-771) (-) m/z 131.95 100.00%

132
5000 68

96 PSS SR LA R
40 640 660 680 700
oM'77.8.7.!,]1.9“??1.5,..J.,....,....,.... m/z 68.00 39.06%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.40 6.60 6.80 7.00

- 78 m/z 134.00 33.79%
..‘..H,:.H.,.:..,....,....,..‘. R —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T T
6.40 6.60 6.80 7.00
5000 m/z 65.95 26.10%
33 44 o 105
€0 ' g0 115
e e L B e B L A e LA I B o o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

57 132 6.40 6.60 6.80 7.00
m/z 69.00 14.94%

74
) Ll M
o .NM 8 pm97.kk,..“ 158 189

m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

... Concentration Rank 7

Peak Number 5 Propanoic acid, 2-methyl-,

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

9.09 4.01 ng 258129 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 83
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 59
3 Sulfurous acid. decvl 2-pentvl e... 292 C15H3203S 1000309-15-9 43
4 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 43
5 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 40

Abundance Scan 1191 (9.092 min): BF103462.D (-1187) (-) m/z 71.00 100.00%
!
43
5000
83
” ||9|8 111 199 143155 173 8.80 9.00 9.20 9.40
“..w..”,...,”.J“..w..”,.”.,”..“.....”,.”.,”. m/z 43.00 74 .99%
miz-> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
56 8.80 9.00 9.20 9.40
m/z 55.95 31.66%
98
|""ﬂb"ul'J“'lkj"“'%%%l""ﬁ%%" |'}7?|"" [Trrr T T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 880 9.00 9.20 9.40
5000 m/z 82.95 26.00%
56 a3
27 98 111 157 143 159 173185108 215 243
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137568: Sulfurous acid, decyl 2-pentyl ester
7 8.80 9.00 9.20 9.40
m/z 55.00 22 .06%
43
5000 57
85
29 141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF022218_.M Wed Mar 07 13:20:03 2018

Page: 7



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tributyl phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.53 2.55 ng 164434 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 91
2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 72
3 2H-Pvran-2-one. 6-hexvltetrahvdro- 184 C11H2002 000710-04-3 38
4 Bis(2-ethvlhexvD)hvdroaen phosphate 322 C16H3504P 000298-07-7 36
5 (-+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36

Abundance Scan 1435 (10.527 min): BF103462.D (-1431) (-) m/z 98.90 100.00%
99
5000
57 155 RSN AR BN BN
3 125 211 10.20 10.40 10.60 10.80
Copl e |y | aes 2 W/z 155.00  15.22%
m/z--> 50 100 150 200 250 300 350
Abundance #115148: Tributyl phosphate
99
5000
10.20 10.40 10.60 10.80
57 155 m/z 57.00 15.09%
S0 S T S—
m/z--> 50 100 150 200 250 300 350
Abundance
99
10.20 10.40 10.60 10.80
5000 m/z 41.00 14 .59%
41 155
65 g 125 225 251 297 337
m/z--> 50 100 150 200 250 300 350
Abundance #48504: 2H-Pyran-2-one, 6-hexyltetrahydro- T
4 70 9 10.20 10.40 10.60 10.80
m/z 124.90 7.89%
5000
22
148166185
25 J%“.., }§§.‘. S
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phthalic acid, hept-2-yl is... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.55 2.84 ng 160653 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-2-vl isobuty... 320 C19H2804 1000356-97-0 86
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
3 Phthalic acid. hex-2-vn-4-vl iso... 302 C18H2204 1000315-19-9 78
4 Phthalic acid. cvclohexvl isohex... 304 C18H2404 1000315-34-0 78
5 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 78
Abundance Scan 1609 (11.551 min): BF103462.D (-1606) (-) m/z 148.95 100.00%

149
5000
57 N R I
41 76 104 11.20 11.40 11.60 11.80

223
b b 17192 ) 167 189205 223 77T 57.00  26.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161285: Phthalic acid, hept-2-yl isobuty! ester
149
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—rr

5000
11.20 11.40 11.60 11.80

m/z 41.00 13.89%

57 223
274 | 76 104121135 | 67 205 265
R g O,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

11.20 11.40 11.60 11.80

5000 m/z 150.00 9.35%
41 70 223
55 783 104 121135 167 205 261 279
T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146411: Phthalic acid, hex-2-yn-4-yl isobutyl ester
149 11.20 11.40 11.60 11.80

m/z 103.90 8.52%

5000

57 81
41 7 0 104 43> | 157 187 205 228 274

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.71 20.88 ng 1181950 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1806 (12.710 min): BF103462.D (-1801) (-) m/z 43.00 100.00%
i) 73
i 165 201 1540 1260 1280 1300
1 284 . . . .
e~ 218 258 m/z 73.00 94.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 73
12.40 12.60 12.80 13.00
m/z 60.00 88.44Y%
2
"'|"""|“"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.40 12,60 12.80 13.00
5000 129 m/z 57.00 85.90%
97 199 242
27
58 113 157 180 214
mmwwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e e
78 12.40 12.60 12.80 13.00
43 m/z 55.00 74 .82%
5000 129
2
I I I I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.20 4.71 ng 212144 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1889 (13.198 min): BF103462.D (-1884) (-) m/z 57.00 100.00%
57
RIS RSN BARUSN BN B
113 12.80 13.00 13.20 13.40 13.60
...J,.-' bAoA aer demate24  ‘m/z 43.00 68.47%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 AU DA
85 12. 80 13 00 13 20 13. 40 13 60
29 m/z 71.00 63.60%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 m/z 85.00 41 .39%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #100330: 2-Bromo dodecane B A B e B e
57 12.80 13.00 13.20 13.40 13.60
m/z 41.00 28.06%
5000 85
29J 113 169
B I 7 7 R e
m/z--> 50 100 150 200 250 300 350 1280 1300 1320 1340 1360
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103462.D

Aca On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample : J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.54 ng 339421 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 70
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 62
Abundance Scan 2003 (13.868 min): BF103462.D (-2000) (-) m/z 57.00 100.00%

5000

?

226 13.60 13.80 14.00 14.20
141 163 : : : :
183197211 245 276 77 43.00 5550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

125

3

13,60 13.80 14.00 14.20
m/z 71.00 55.55%

5000

125
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 N B
71 13.60 13.80 14.00 14.20
5000 97 m/z 55.00 51.54%
29 111125
196
15 139154168, 6,190511 227 oeg
mmmﬁwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R EEEEE RS
57 13.60 13.80 14.00 14.20
m/z 83.00 43.22%
5000 43
29 71
lll
L L ‘H M 125139154 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14 20

8270-BF022218_.M Wed Mar 07 13:20:05 2018 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103462.D

Acq On : 6 Mar 2018 18:23

Operator : SJ/JU

Sample - J1792-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.14 5.4 ng 263917 1 6.87 972649 20.0
2-Pentanone, 4-hy... 5.11 2.0 ng 98246 1 6.87 972649 20.0
unknown6 .65 6.65 66.7 ng 3245270 1 6.87 972649 20.0
Propanoic acid, 2... 9.09 4.0 ng 258129 3 9.91 1287550 20.0
Tributyl phosphate 10.53 2.5 ng 164434 3 9.91 1287550 20.0
Phthalic acid, he... 11.55 2.8 ng 160653 4 11.40 1132210 20.0
Octadecanoic acid 12.71 20.9 ng 1181950 4 11.40 1132210 20.0
Octacosane 13.20 4.7 ng 212144 5 14.06 900230 20.0
Cyclohexadecane 13.87 7.5 ng 339421 5 14.06 900230 20.0
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