LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092317\

Data File : BF098744.D

Aca On : 23 Sep 2017 17:38 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15340-06 ey

ALS Vial : 8 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-BF092317.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 2.252 24 28 38 rvB 86555 126102 4.73% 0.436%
2 5.151 516 521 534 rVB 378955 455973 17.09% 1.577%
3 5.540 582 587 590 rBY 2617380 2546635 95.47% 8.807%
4 6.539 751 757 761 rBVY 2460658 2622333 98.31% 9.069%
5 6.687 777 782 785 rBY 2860898 2667427 100.00% 9.225%
6 6.922 818 822 825 rBVY 1028079 902460 33.83% 3.121%
7 7.075 844 848 852 rBVY 2039079 1763964 66.13% 6.101%
8 7.481 911 917 920 rBVY 1664640 1617626 60.64% 5.595%
9 8.198 1035 1039 1043 rBY 1328664 1237141 46.38% 4_.279%
10 9.151 1197 1201 1204 rBV 97168 76330 2.86% 0.264%

11 9.275 1216 1222 1225 rBV 2833653 2342218 87.81% 8.100%
12 9.333 1229 1232 1237 rVB3 37370 43130 1.62% 0.149%
13 9.392 1237 1242 1245 rBV 130601 101746 3.81% 0.352%
14 9.663 1283 1288 1291 rBV 460048 460828 17.28% 1.594%
15 9.863 1318 1322 1329 rBV2 69592 107995 4._05% 0.373%

16 9.927 1329 1333 1335 rVV 249165 225520 8.45% 0.780%
17 9.957 1335 1338 1341 rVV 1586605 1335062 50.05% 4.617%

18 9.980 1341 1342 1349 rVB2 92539 90251 3.38% 0.312%
19 10.075 1354 1358 1362 rBV2 147219 147262 5.52% 0.509%
20 10.110 1362 1364 1367 rVB2 69423 63462 2.38% 0.219%
21 10.380 1407 1410 1413 rVB 93008 72436 2.72% 0.251%
22 10.592 1444 1446 1450 rVB2 26080 30580 1.15% 0.106%
23 10.651 1453 1456 1459 rBV 105881 88166 3.31% 0.305%
24 10.745 1464 1472 1475 rVV2 1296995 1619664 60.72% 5.602%
25 10.780 1475 1478 1482 rVB2 66942 64069 2.40% 0.222%
26 10.851 1487 1490 1500 rVB2 111829 122752 4.60% 0.425%
27 11.298 1563 1566 1569 rBV 52714 48005 1.80% 0.166%
28 11.445 1587 1591 1593 rBV 1419759 1204056 45.14% 4.164%
29 11.463 1593 1594 1597 rVB 83811 59140 2.22% 0.205%

30 11.957 1673 1678 1683 rBV2 191163 201196 7.54% 0.696%

31 12.651 1793 1796 1803 rBV 131447 139690 5.24% 0.483%
32 12.745 1808 1812 1826 rVB 173265 215244 8.07% 0.744%
33 12.880 1830 1835 1839 rBV 102463 104882 3.93% 0.363%
34 13.027 1855 1860 1863 rBV 2343781 2017081 75.62% 6.976%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092317\

Data File : BF098744.D

Aca On : 23 Sep 2017 17:38 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

a?zgle : 15340-06 ey

ALS Vial : 8 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:\HPCHEMI\BNA F\METHODS\8270-BF092317 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.133 1874 1878 1882 rVB2 82105 108954 4.08% 0.377%
36 13.233 1892 1895 1897 rBvV 72739 58948 2.21% 0.204%
37 13.674 1966 1970 1973 rVB2 39303 33881 1.27% 0.117%
38 13.786 1985 1989 1992 rBVY 1179154 892147 33.45% 3.085%
39 13.910 2007 2010 2016 rBvV 233184 214655 8.05% 0.742%
40 14.080 2031 2039 2042 rBV 889003 827037 31.01% 2.860%
41 14.104 2042 2043 2049 rVB 49457 30906 1.16% 0.107%
42 14.363 2079 2087 2101 rBVi1O0 54771 232579 8.72% 0.804%
43 14.545 2115 2118 2124 rVB2 47415 46270 1.73% 0.160%
44 15.004 2193 2196 2199 rvVB2 46677 44004 1.65% 0.152%
45 15.127 2214 2217 2220 rBVY 34365 45363 1.70% 0.157%
46 15.204 2226 2230 2231 rBVY 37360 40812 1.53% 0.141%
47 15.221 2231 2233 2240 rVB5 57989 77116 2.89% 0.267%
48 15.504 2278 2281 2286 rVV 27559 27998 1.05% 0.097%
49 15.568 2287 2292 2308 rVB 553058 751315 28.17% 2.598%
50 16.039 2368 2372 2377 rBv2 49908 77835 2.92% 0.269%
51 16.092 2378 2381 2388 rVB6 37615 57989 2.17% 0.201%
52 16.468 2441 2445 2452 rBV9 16438 27627 1.04% 0.096%
53 16.562 2457 2461 2468 rVB3 33533 61363 2.30% 0.212%
54 17.174 2561 2565 2571 rVB2 31909 59750 2.24% 0.207%
55 17.256 2576 2579 2586 rVB7 18346 35112 1.32% 0.121%
56 17.680 2645 2651 2658 rBV6 83989 179331 6.72% 0.620%
57 17.909 2684 2690 2696 rVB5 25034 63133 2.37% 0.218%

Sum of corrected areas: 28914551
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF098744.D
5.54
2500000 6.54

2000000

1500000

1000000

500000 5.15

2.25

7.07

7.48

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

e B R e L e TSI | MERES | MEREMEIPSEMEPSUMEIPY L LSS

7.00 7.50

Abundance TIC: BF098744.D
9|27

2500000

2000000

9.96

1500000 11.45

8.20 10.75

1000000

500000 9.66

13.03

11.96
e 1(3\.381&. 085 11.3bl.46 i 1218545 88 h31m23 13,

T
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: BF098744.D

2500000

2000000

1500000

13.79

1000000

500000

14.10 14.384.54  15.06M8%2 15, 16049 1616756 1nree 178817.01

D s e e e

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:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10

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

2.25 2.79 ng 126102 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 12

Abundance Scan 28 (2.252 min): BF098744.D (-24) (-) m/z 73.05 100.00%

73.0
5000 43.0
5.0 87.1

| | 2.202.30 2.40 2.50 2.60 2.70
Y m/z 43.00 41.18%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 A NABAL AL AR AR A A
430 S50 2.20 2.30 2.40 2.50 2.60 2.70
87.0 m/z 55.05 30.09%

27.0
B P 1l 1010
B L o o L e e e o SRS RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0

2.20 2.30 2.40 2.50 2.60 2.70

5000 410 550 m/z 87.10 23.98%
29.0
97.0 112.0 129.0
O T T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70

m/z 40.95 16.56%

5000 59.0
87.0
43.0
29.0 l ! 102.0
O e e e e BN S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4

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

5.15 10.11 ng 455973 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 521 (5.151 min): BF098744.D (-516) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IS R R L
| 83.0 480 500 520 5.40
N 1 MUESSVTH | SR SN NS SN m/z 59.00 55.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN L AR ISR AR
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 19.53%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
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 58.00 15.39%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R
43.0 480 500 520 5.40
m/z 41.00 8.64%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 59.11 ng 2667430 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 783 (6.692 min): BF098744.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PASEPERARNS SRR SAL
40.0 54.0 ‘ J 6.40 6.60 6.80 7.00
Ol :|-.|.'.8,1-9. A a4 ) m/z 134.00 33.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R R
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 32.21%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 21.25%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e  EEERE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.11%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R e EREE R
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 : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.07 2.21 ng 147262 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 98
2 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 000523-47-7 95
3 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 89
4 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 86
5 Ylangene 204 C15H24 014912-44-8 70
Abundance Scan 1357 (10.069 min): BF098744.D (-1354) (-) m/z 161.10 100.00%
161.1
119.0
91.0 134.1
5000 411
204.2
69.0 189.1 9.80 10.00 10.20 10.40
of m/z 119.00 77 .29%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64487: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
161.0
5000 11901340
41.0 910 204.0 9.80 10.00 10.20 10.40
m/z 105.00 71.52%
‘ 69.0 ‘ 189.0
0 ,qu. -‘|“- i ‘.‘. H\ M i \M‘I l“‘.“. I Ll P .“. e
mz-> 20 40 60 100 120 140 160 180 200
Abundance
161.0
9.80 10.00 10.20 10.40
5000 119.0134.0 204.0 m/z 134.10 61.67%
41.0 8L0 189.0
65.0 103.0
R L L L WL UL B B B W
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64358: cis-muurola-3,5-diene A AP
105.0 161.0 9.80 10.00 10.20 10.40
m/z 91.00 55.92%
5000 81.0
43 o 204.0
65.0 H 120.0
OI""I H‘ M .‘ u\ ‘.H.l“.‘.1|4f1'.0..‘i....|]:8.9'.0.|...
miz-> 20 40 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heneicosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.04 ng 122752 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1490 (10.851 min): BF098744.D (-1487) (-) m/z 57.05 100.00%
57.0
5000
99.1 10,60 10.80 11.00 11.20
141.0 183.0
0 ...‘J..J.'Ju.:,.... || M/Z 43.05 71.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 RN SRR BRI IR U
10,60 10.80 11.00 11.20
99.0 m/z 71.05 63.71%
m/z--> 50 100 1%0 260 250 300 350 400
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.05 43.89%
97.0
o 141.0 183, 0217 0  273.0 309.0343.0378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0 10.60 10.80 11.00 11.20
m/z 40.95 32.57%
5000 85.0
ob—4 N,.AJH.H ﬂ?ﬁo.,.. PO aeto eSS
m/z--> 50 100 150 200 250 300 350 400 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 9

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

11.96 3.34 ng 201196 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81

5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18

Abundance Scan 1679 (11.963 min): BF098744.D (-1673) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
1711 192.1213.1
9 : 256.2 11.60 11.80 12.00 12.20
o m/z 60.00 79.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T T TTET T ||||||
11. 60 11. 80 12. OO 12.20
0
157.0 1g50 2130 256.0 m/z 43.00 79.09%
o 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
T T T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 65.41%
97.0 199.0
157.0 242.0
0 15.0 177.0
AL IR i R e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid BB R e s o4
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 61.02%
5000 1290
185.0 228.0
97.0
A 157.0
ok .J.”,” T T T T e R T e
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.75 3.58 ng 215244 Phenanthrene-d10 11.45
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 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 1813 (12.751 min): BF098744.D (-1808) (-) m/z 72.95 100.00%
43.0 740 n
5000 129.0
12.40 12.60 12.80 13.00
(o} m/z 43.00 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R O EEEEEmEEEE e
12.40 12.60 12.80 13.00
241.0 284.0 m/z 59.95 86.34%
207.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 57.05 75.22%
97.0 199.0
1570 242.0
0l15.0
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid R B m e e
73.0 12.40 12.60 12.80 13.00
m/z 41.05 74 .79%
129.0
5000
43.0
N 1 e O vt sl )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Propenoic acid, 3-phenyl-.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.63 ng 108954 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-phenvl-. 1.7... 284 C19H2402 006330-67-2 68
2 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 59
3 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 53
4 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 53
5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 53
Abundance Scan 1877 (13.127 min): BF098744.D (-1874) (-) m/z 131.00 100.00%
131.0
5000
103.0 ‘
41.0
1531 101 0 12.80 13.00 13.20 13.40
Ol e e ..|!L.,J..l.-.".. b e e || M7z 11905 33 10%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131381: 2-Propenoic acid, 3-phenyl-, 1,7,7-trimethylbicyc...
131.0
5000
0 12.80 13.00 13.20 13.40
43.0 103.0 153.0 m/z 103.00 24 .45%
0 S O P T b 2560 2840
miz-> 20 40 éo éo 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
131.0
12.80 13.00 13.20 13.40
5000 103.0 m/z 77.00 17.58%
77.0
51.0
) 28.0 152.0 174.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59455: trans-1-Cinnamoylimidazole
131.0 12.80 13.00 13.20 13.40
m/z 91.00 14.61%
5000 103.0
77.0
198.0
ol.280 °10 \ 169.0
miz-> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Cinnamyl cinnamate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 21.57 ng 892147 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
3 1-Penten-3-one. 4.4-dimethvl-1-p... 188 C13H160 000538-44-3 50
4 N-(p-Vinvlbenzov)-l-alanine 219 C12H13NO3 139184-60-4 50
5 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 50
Abundance Scan 1990 (13.792 min): BF098744.D (-1985) (-) m/z 131.00 100.00%
131.0
5000
103.0
so 70| | pomaso 250 ey || 1340 1300 1380 100 1
O et e el b e i®30_ L2641 m/z 115.00  34.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114231: Cinnamy| cinnamate
131.0
5000 LN ORI PR SR I
103.0 13.40 13.60 13.80 14.00 14.20
. 0,
10 770 219.0 . m/z 117.00 31.48%
0 '”'P'“I”'h'”'P'JH”lW'”'}7%q'“ “'J'“"”'H'“I”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 102.95 25.33%
170 1030
410 : 188.0
ol 157.0
Tmmmﬁwmwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51723: 1-Penten-3-one, 4,4-dimethyl-1-phenyl- A NEaEE e S
131.0 13.40 13.60 13.80 14.00 14.20
m/z 77.00 16.62%
5000
103.0
77.0
NI 160.0 1880
mz> 20 45 6 80 100 130 130 160 180 250 230 250 260 280 | 1340 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.91 5.19 ng 214655 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 2010 (13.910 min): BF098744.D (-2007) (-) m/z 57.05 100.00%
57.0 83.0
5000
o 2340 1760 13130 1400 1420
Obr it ; m/z 43.05 95.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
550 83.0
5000 111.0 BRI BRI B
13.60 13.80 14.00 14.20
29.0 m/z 83.05 93.46%
: 139.0
0 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 89.13%
29.0
0 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 *FMwJVVA#WvaJkkﬂw_uwxnh/,ﬁ
Abundance #191698: Bromoacetic acid, hexadecy! ester B
43.0 13.60 13.80 14.00 14.20

m/z 97.05 80.00%

5000

0...,.‘..;‘;. PP T T T T T

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2,9-Dimethyl-2,3,4,5,6,7-he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.36 5.62 ng 232579 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.9-Dimethvl-2.3.4.5.6.7-hexahvd... 203 C14H21N 077581-11-4 64
2 2.2-Bis(4-trifluoroacetoxvphenvl._.. 420 C19H14F604 071229-84-0 35
3 Silane. diethvl(l-phenvlpropoxv)... 434 C27H5002Si 1000363-27-5 27
4 Cobalt. IT3.3"-(1.2-ethanedividi... 405 C22H22CoN202 036466-12-3 22
5 9-Anthracenecarbonitrile 203 C15H9N 001210-12-4 20
Abundance Scan 2087 (14.363 min): BF098744.D (-2079) (-) m/z 405.05 100.00%
203.0 406.1
5000
14.00 14.20 14.40 14.60
0 | T———— A - m/z 203.00  90.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine
203.0
70.0
117.0
5000 60.0
14.00 14.20 14.40 14.60
m/z 377.00 32.94%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
405.0
14.00 14.20 14.40 14.60
5000 m/z 69.00 32.92%
215.0
40.0
101.0 177.0 291.0
L W U L L WL L SR kwMMwaJhwxﬂvuwwﬁh
m/z--> 50 100 150 200 250 300 350 400 J
Abundance #223345: Silane, diethyl(1-phenylpropoxy)tetradecyloxy- LN BRI R
405.0 14.00 14.20 14.40 14.60
m/z 41.00 30.84%
287.0
5000
91.0
ol 570, | gz 1990 asi0 || 70 Jk«»ﬂm~«#ﬁ~fﬂ&«~AVVW-wﬂ
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Acetic acid, chloro-, hexad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.05 ng 77116 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 n-Pentadecanol 228 C15H320 000629-76-5 83
Abundance Scan 2233 (15.221 min): BF098744.D (-2231) (-) m/z 97.00 100.00%
58.0 .0
5000
" 15.00 15.20 15.40 15.60
bl m/z 55.00 98.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159657: Acetic acid, chloro-, hexadecy! ester
43.0 83.0
5000 LI SR B I I
15.00 15.20 15.40 15.60
m/z 83.05 93.67%
o A 139.0 166.0 196.0222.0  269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
15,00 15.20 15.40 15.60
5000 111.0 m/z 69.00 81.86%
29.0
0 1390 1670 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol RS EmmEs o L
55,0 83.0 15.00 15.20 15.40 15.60
m/z 43.00 76.78%
5000 111.0
29.0
0 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098744.D

Aca On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample = 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 16 unknownl7.68 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.68 4.77 ng 179331 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 32
2 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 22
3 Benzofuran. 7-(2.4-dinitrophenox... 388 C19H20N207 062059-48-7 10
4 Benzofuran-2-carboxvlic acid. (2... 303 C16H11F2NO3 1000311-07-8 9
5 5._alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 9
Abundance Scan 2651 (17.680 min): BF098744.D (-2645) (-) m/z 43.10 100.00%
431
107.0
5000 1450 2134
255.2 303.3 R o e R
381.4414.3 17.40 17.60 17.80 18.00
0 m/z 55.00 68.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #226785: Methy| 12-acetyl-7-desoxycholate
43.0
5000 LR UL B BRI B
17.40 17.60 17. 80 18 00
81.0 2550 m/z 41.00 57.78%
154.0
o \ Al . \M ﬁl? T s | seo SO0
miz--> 0 5 150 200 250 300 350 400
Abundance
41.0 107.0 394.0
145.0 283.0 L
17.40 17.60 17.80 18.00
5000 361.0 m/z 107.00 56.62%
213.0
) Ll 178.0 bas.b 315.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #206412: Benzofuran, 7-(2,4-dinitrophenoxy)-2,3-dihydro-2, ... R EEaEE RS
43.0 17.40 17.60 17.80 18.00
m/z 94.95 52.89%
5000
79.0 1330
303.0
79.0
0 .ﬂ[.}. Mtln{.rnyk,.ﬁ l.%lyp?fgo... .J.‘.?%5f1.3§§?. . L
miz--> 0 50 100 150 200 250 300 350 400 17.40 17.60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092317\
Data File : BF098744.D

Acq On : 23 Sep 2017 17:38

Operator : SJ/JU

Sample - 15340-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.25 2.8 ng 126102 1 6.92 902460 20.0
2-Pentanone, 4-hy... 5.15 10.1 ng 455973 1 6.92 902460 20.0
unknown6 .69 6.69 59.1 ng 2667430 1 6.92 902460 20.0
Naphthalene, 1,2,... 10.07 2.2 ng 147262 3 9.96 1335060 20.0
Heneicosane 10.85 2.0 ng 122752 4 11.45 1204060 20.0
n-Hexadecanoic acid 11.96 3.3 ng 201196 4 11.45 1204060 20.0
Octadecanoic acid 12.75 3.6 ng 215244 4 11.45 1204060 20.0
2-Propenoic acid, ... 13.13 2.6 ng 108954 5 14.08 827037 20.0
Cinnamyl cinnamate 13.79 21.6 ng 892147 5 14.08 827037 20.0
1-Heneicosanol 13.91 5.2 ng 214655 5 14.08 827037 20.0
2,9-Dimethyl-2,3,... 14.36 5.6 ng 232579 5 14.08 827037 20.0
Acetic acid, chlo... 15.22 2.0 ng 77116 6 15.57 751315 20.0
unknownl7 .68 17.68 4.8 ng 179331 6 15.57 751315 20.0
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