LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\
Data File : BF100676.D
Aca On 17 Nov 2017 15:18 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 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-BF110817.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 5.110 510 514 526 rVB 327317 422182 18.64% 1.979%
2 5.504 576 581 584 rBVY 2231482 2182558 96.37% 10.232%
3 6.510 746 752 757 rBVY 2091020 2264858 100.00% 10.618%
4 6.651 771 776 779 rBVY 2321158 2248189 99.26% 10.540%
5 6.881 812 815 819 rVB 834453 682796 30.15% 3.201%
6 7.039 838 842 845 rVB 1917990 1631812 72.05% 7 .650%
7 7.134 854 858 861 rVB 68515 55174 2.44% 0.259%
8 7.445 905 911 914 rBVY 1490687 1385661 61.18% 6.496%
9 8.163 1029 1033 1036 rBv 1091305 889041 39.25% 4.168%
10 8.716 1123 1127 1131 rBvV2 27276 31241 1.38% 0.146%
11 8.928 1159 1163 1168 rBV 26863 35959 1.59% 0.169%
12 9.092 1188 1191 1199 rBvV2 43403 63120 2.79% 0.296%

13 9.233 1210 1215 1219 rBV 1979522 1926844 85.08% 9.034%
14 9.628 1278 1282 1285 rBV 163962 131138 5.79% 0.615%
15 9.916 1327 1331 1335 rBV2 1067817 933054 41.20% 4_374%

16 10.316 1396 1399 1402 rBV 36947 32923 1.45% 0.154%
17 10.628 1448 1452 1454 rBV 68904 57119 2.52% 0.268%
18 10.704 1461 1465 1474 rVB 1330063 1205881 53.24% 5.654%
19 11.175 1542 1545 1550 rBV 43444 40683 1.80% 0.191%
20 11.404 1580 1584 1587 rBV 928565 804344 35.51% 3.771%
21 11.451 1589 1592 1596 rVB4 22764 22676 1.00% 0.106%
22 11.616 1615 1620 1623 rBvV4 16571 23824 1.05% 0.112%
23 11.851 1654 1660 1662 rBV4 19052 24049 1.06% 0.113%
24 11.880 1662 1665 1668 rVV 59644 61933 2.73% 0.290%

25 11.922 1668 1672 1676 rVV 314763 286118 12.63% 1.341%

26 11.957 1676 1678 1681 rVB 57167 43211 1.91% 0.203%
27 12.204 1716 1720 1724 rBV 105064 103704 4._.58% 0.486%
28 12.457 1757 1763 1766 rBV 141458 149608 6.61% 0.701%
29 12.627 1787 1792 1797 rBV7 38179 81300 3.59% 0.381%
30 12.704 1802 1805 1812 rBV2 153897 183988 8.12% 0.863%

31 12.863 1827 1832 1838 rBV2 74245 104063 4_.59% 0.488%

32 12.916 1838 1841 1844 rVV 71540 60180 2.66% 0.282%
33 12.986 1849 1853 1856 rVB 1296549 1157867 51.12% 5.428%
34 13.392 1919 1922 1926 rBV6 19486 35842 1.58% 0.168%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

3?22'6 : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.457 1930 1933 1935 rVV 91025 73393 3.24% 0.344%

36 13.657 1964 1967 1973 rBvV4 75154 104953 4.63% 0.492%
37 13.839 1996 1998 2000 rVB 30397 23944 1.06% 0.112%
38 13.868 2000 2003 2007 rBV 118814 118450 5.23% 0.555%
39 14.010 2024 2027 2029 rBV 192264 163171 7.20% 0.765%
40 14.039 2029 2032 2036 rVB 794207 681037 30.07% 3.193%

41 14.168 2051 2054 2057 rBV 54517 54444 2.40% 0.255%
42 14.210 2058 2061 2063 rVB 75672 70229 3.10% 0.329%
43 15.515 2278 2283 2291 rVB 509386 677181 29.90% 3.175%

Sum of corrected areas: 21329742
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100676.D

Aca On : 17 Nov 2017 15:18

Operator : SJ/JU

Sample : 16454-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

N-GURABO-S001-0001-02

Abundance TIC: BF100676.D

5,50 6|65
6.51

2000000

1500000

1000000

500000
511

7.04

6.88

7.45

0 A | k

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF100676.D

2000000 9.23

1500000
10.70

8.16 9.92
1000000 11.40

500000

11.92
9.63 12.46 12.70,
12.20 B
8.72 8.939,-\09{ | 1082 19&? 1117 11 451 62 11O 12

12.99

333

S i e o e L =

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance TIC: BF100676.D

2000000

1500000

1000000 14.04

500000

O T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1 unknown5.11 Concentration Rank 3

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

5.11 12.37 ng 422182 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF100676.D (-510) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR AR R RN AR
| 83.0 | 4.80 500 5.20 5.40
oSNNS ' SRR | S m/z 59.10 54.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR AL R AR AR
4.80 500 5.20 5.40
59.0 m/z 101.10 17.82%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 14.27%
29.0
87.0
0 15.0 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B b
59.0 4.80 500 5.20 5.40
m/z 41.10 8.83%
5000 41.0
o WLl 730 1260 1420 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.65 Concentration Rank 1

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

6.65 65.85 ng 2248190 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF100676.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP AARBE SRR R
401 540 6.40 6.60 6.80 7.00
0 ..,....,....,....,“.'...,:!..,::l-.'...':.,??.9,..!.,}97.,0....,...., I m/z 68.10 39.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR S L R L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.06%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .56%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.90%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF110817.M Mon Nov 20 12:43:06 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.11 ng 286118 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.922 min): BF100676.D (-1668) (-) m/z 73.00 100.00%
430 730
5000 129.1
11,60 11.80 12.00 12.20
0 m/z 43.05 95.63%
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 U DA UM U DAL
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 59.95  85.15%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.05 79 .94%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 ww
Abundance #95851: Pentadecanoic acid A B Ea S,
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 71.52%
5000 129.0
0l15.0 Lﬂ A,MJuM_A$JhwwmuWMw»~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100676.D

Aca On : 17 Nov 2017 15:18

Operator : SJ/JU

Sample : 16454-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Phenol, 2-[(4-hydroxyphenyl... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.20 2.58 ng 103704 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-T(4-hvdroxvphenvl)meth... 200 C13H1202 002467-03-0 94
2 Phenol. 4.4"-methvlenebis- 200 C13H1202 000620-92-8 91
3 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 91
4 Benzenepropanoic acid. .alpha..4... 182 C9H1004 000306-23-0 38
5 4-(2-Methoxyethyl)phenol 152 C9H1202 056718-71-9 38

Abundance Scan 1719 (12.198 min): BF100676.D (-1716) (-) m/z 107.00 100.00%
107.0
200.1
5000
77.0 R R UL SR B
51.0 | ‘ 128.0 15|2'1 1811 11.80 12.00 12.20 12.40 12.60
Ol "'||I' .'l'.l'.',':':'."!l',".'.".'I",'.'! ul e "|""'|"| TN ...'lll. - m/z 200.10 61.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61272: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107.0
200.0
5000 RN BN SURRLN ISR B
11.80 12.00 12.20 12.40 12.60
m/z 94.00 37 .29%
320 550 77"0 1270 1520 18‘1'0 I
[o) - ..l. S PR lHul .‘.‘.‘.‘. -l IHI.\II ..l‘. g “l...‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
200.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 77.00 19.01%
77.0
39.0 152.0 183.0
. 55.0 128.0 168.0
s T g e e e ik o 3 e
Abundance #61252: Phenol, 2,2'-methylenebis-
107.0 11.80 12.00 12.20 12.40 12.60
m/z 152.10 14.67%
200.0
5000
181.0
o 180 350510 7O | | 1m0 RO T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100676.D

Aca On : 17 Nov 2017 15:18

Operator : SJ/JU

Sample : 16454-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Phenol, 4,4%-methylenebis- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.46 3.72 ng 149608 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-methvlenebis- 200 C13H1202 000620-92-8 95
2 Phenol. 2-I(4-hvdroxvphenv)meth... 200 C13H1202 002467-03-0 94
3 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 81
4 1.3-Benzenediol. 4-(phenvimethvl)- 200 C13H1202 002284-30-2 64
5 2-Stilbazole, 4"-hydroxydihydro- 199 C13H13NO 085666-07-5 43

Abundance Scan 1764 (12.463 min): BF100676.D (-1757) (-) m/z 200.10 100.00%
200.1
107.0
5000
77.0 [ I B R R
39.0 990 12.20 12.40 12.60 12.80
o} m/z 107.00 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61254: Phenol, 4,4'-methylenebis-
107.0 200.0
5000
12.20 12.40 12.60 12.80
183.0 m/z 199.10 46.57%
mosso O | o w0
O:: ||||‘||‘|‘| ‘:‘::l“::‘::‘:”::‘: |=|||||‘| SRR F (IS || N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
200.0
12.20 12.40 12.60 12.80
5000 m/z 183.10 23.99%
320 s50 170 1270 1520 1810
O S e T et o o o L S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61249: Phenol, 2,2'-methylenebis-
107.0 12.20 12.40 12.60 12.80
m/z 181.00 19.40%
200.0
5000
181.0
oL 270 510 700 1m0 100 L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

8270-BF110817.M Mon Nov 20 12:43:08 2017

N-GURABO-S001-0001-02

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 7 1-Decanol, 2-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.02 ng 81300 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 72
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 72
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 64
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 64
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 64
Abundance Scan 1792 (12.627 min): BF100676.D (-1787) (-) m/z 57.05 100.00%
57.0
5000
1.1
2071 264.1 1240 12.60 12.80 13.00
o} m/z 55.05 90.41%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #119525: 1-Decanoal, 2-octyl-
57.0
5000 LRI UL SULIILN BN B

12.40 12.60 12.80 13.00
m/z 43.10 72.56%

’1 ‘\ 1 “1680 252.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
B AR B
12.40 12.60 12.80 13.00
5000 m/z 69.00 67.96%
111.0
. 196.0 258.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate R AEEmEEES L
57.0 12.40 12.60 12.80 13.00
m/z 41.00 66.54%
5000
1.0
ol | 167.0222.0278.0334.0390.0 _ 476.0 672.0
R A e e e e e e B AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 8 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 4_.57 ng 183988 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1804 (12.698 min): BF100676.D (-1802) (-) m/z 43.05 100.00%
43.0
73.0
5000
97.1 129.1
1530 1851 5.5, 2411 1240 1260 12.80 13.00
0 m/z 57.10 84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84454: Tetradecanoic acid
43.0 | 73.0
5000 129.0 228.0 R R R SRR
12.40 12.60 12.80 13.00
970 185.0 m/z 59.95 73.16%
0180 ' 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.40 12.60 12.80 13.00
5000 129.0 m/z 72.95 69 .46%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid Ay PR T
43.0 | 73.0 12.40 12.60 12.80 13.00

m/z 41.00 66 .28%

5000 129.0

241.0 284.0

207.0

T I T 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 : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100676.D

Aca On : 17 Nov 2017 15:18

Operator : SJ/JU

Sample : 16454-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.86 3.06 ng 104063 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 91
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 64
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 64
4 1.4-Naphthalenedione. 2-(1l-buten... 228 C14H1203 029366-43-6 53
5 Decanedioic acid, diethyl ester 258 C14H2604 000110-40-7 53
Abundance Scan 1832 (12.863 min): BF100676.D (-1827) (-) m/z 213.10 100.00%
218.1
5000
o0 0 12.60 12.80 13.00 13.20
41.0 65.0 165.0 . . . .
O bttt JAEL 2620 1992 L L w/z 119.00  17.23%
miz-> 20 40 60 80 100 120 140 160 180 200 22
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
12.60 12.80 13.00 13.20
010 119.0 m/z 228.10 14 .20%
.0 680 T . M0 1650 1050 | 2300
mz-> 20 45 65 80 160 150 140 160 180 260 220
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 13.26%
185.0
63.0 86.0 128.0
O e O [ o T e
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71890: Carbanilic acid, p-phenyl- R R et e
218.0 12.60 12.80 13.00 13.20
m/z 91.00 8.63%
5000
167.0  196.0
0 5.0 770 9801150 13900 | ‘
mz-> 20 40 6|0 80 1(')0 120 140 160 180 200 220 12.60 12.80 13.00 13.20

8270-BF110817.M Mon Nov 20 12:43:10 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 10 Triphenyl phosphate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.66 3.08 ng 104953 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvl phosphate 326 C18H1504P 000115-86-6 98
2 Dichloroacetic acid. phenvl ester 204 C8H6CIH1202 010565-20-5 32
3 Chrvsene 228 C18H12 000218-01-9 11
4 Methvl-3-phenoxvbenzoate 228 C14H1203 050789-43-0 11
5 Benzene, (ethylsulfonyl)- 170 C8H1002S 000599-70-2 10
Abundance Scan 1968 (13.663 min): BF100676.D ( 1964) (-) m/z 94.00 100.00%
94.0 228.
5000
43.1 B
13.40 13.60 13.80 14.00
0 m/z 228.10 91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165692: Triphenyl phosphate
326.0
5000 .0
170.0  215.0 13.40 13.60 13.80 14.00
m/z 326.10 43.23%
>0 1410 249.0
0 270‘ \‘ m \‘ 1150 “‘\ ly I TN PN 289.0
m>m&&%@@mmmmmmmmmﬁ
Abundance
94.0
R AR AR A R
13.40 13.60 13.80 14.00
5000 65.0 m/z 325.10 41.44%
39.0
141.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84651: Chrysene ...,....,....,....,.n...
228.0 13.40 13.60 13.80 14.00
m/z 135.00 35.15%
0l27.0 59.0 84.0 140451 0176.0202.0
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111717\

Data File : BF100676.D

Aca On 17 Nov 2017 15:18

Operator : SJ/JU

ﬁ?ggle : 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 11 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.48 ng 118450 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Octacosvl acetate 452 C30H6002 018206-97-8 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Cyclopentadecane 210 C15H30 000295-48-7 87
Abundance . Scan 2003 (13.868 min): BF100676.D (-2000) (-) m/z 57.05 100.00%
~10 97.1
5000
190.0 245.0 ' 13.60 13.80 14.00 14.20
ob—1Y m/z 43.10 99.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 SR AR SUNILA B SR
13.60 13.80 14.00 14.20
30.0 m/z 55.10 94 .35%
m/z--> §0 160 1éo 260 2%0 360 3%0 460 4éo
Abundance
5.0 o g
13.|60 13.|80 14.'00 14.'20
5000 m/z 69.10 86.98%
oL19.0 1390 1850 224.0 266.0
m/z--> éo 160 1%0 260 250 360 3%0 460 4éo
Abundance #227661: Octacosyl acetate AR EEEEEEEEE
4300 97.0 13.60 13.80 14.00 14.20
m/z 83.10 82.90%
5000
39.0
ol ‘ ;‘}J\k 181.0 250.0 292.0 334.0  392.0 437.0
m/z--> éo 160 1éo 260 2%0 360 350 460 4éo 13!60 13)80 14100 14!20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100676.D

Aca On : 17 Nov 2017 15:18

Operator : SJ/JU

Sample : 16454-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 12 unknownl4.21 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.06 ng 70229 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 47
2 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 45
3 1-Methvl-3-phenvlindole 207 C15H13N 030020-98-5 38
4 1H-Indole. 1l-methvl-2-phenvl- 207 C15H13N 003558-24-5 38
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 38
Abundance Scan 2061 (14.210 min): BF100676.D (-2058) (-) m/z 91.10 100.00%
91.1 207.1
129.1
5000
65.0 1501 1781 239.1 264, 13.80 14.00 14.20 14.40 14.60
Ol O e e 2640 m/z 207.10  89.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67006: 5-Methyl-2-phenylindolizine
207.0
5000 R IR B BRI B
13.80 14.00 14.20 14.40 14.60
m/z 129.05 67.60%
28.0 51.0 77.0 102.0 130.0152.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
207.0
120.0 13.80 14.00 14.20 14.40 14.60
5000 m/z 206.10 29.00%
91.0
67.0
. 41.0 1520 178.0 2310 274.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66998: 1-Methyl-3-phenylindole
207.0 13.80 14.00 14.20 14.40 14.60
m/z 208.10 16.08%
5000
103.0 165.0
o270 510 760 "~ 1280 | ;]
m/z--> 20 40 60 80 100 120 140 1é0 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111717\

Data File : BF100676.D

Acq On : 17 Nov 2017 15:18

Operator : SJ/JU

3?22'6 - 16454-06 N-GURABO-S001-0001-02
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : 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]
unknown5.11 5.11 12.4 ng 422182 1 6.88 682796 20.0
unknown6 .65 6.65 65.8 ng 2248190 1 6.88 682796 20.0
n-Hexadecanoic acid 11.92 7.1 ng 286118 4 11.40 804344 20.0
Phenol, 2-[(4-hyd... 12.20 2.6 ng 103704 4 11.40 804344 20.0
Phenol, 4,4"-meth... 12.46 3.7 ng 149608 4 11.40 804344 20.0
1-Decanol, 2-octyl- 12.63 2.0 ng 81300 4 11.40 804344 20.0
Tetradecanoic acid 12.70 4.6 ng 183988 4 11.40 804344 20.0
Phenol, 4,4"-(1-m... 12.86 3.1 ng 104063 5 14.04 681037 20.0
Triphenyl phosphate 13.66 3.1 ng 104953 5 14.04 681037 20.0
n-Tetracosanol-1 13.87 3.5 ng 118450 5 14.04 681037 20.0
unknownl4 .21 14.21 2.1 ng 70229 5 14.04 681037 20.0
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