LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 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-BF072517.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 2.604 119 122 146 rBvY 173614 407541 16.02% 1.575%
2 4.581 454 458 470 rBV 299084 482720 18.97% 1.865%
3 5.051 534 538 555 rBY 2230281 2542729 99.93% 9.826%
4 6.122 716 720 733 rBVY 2309121 2544588 100.00% 9.833%
5 6.228 733 738 745 rVB 2468909 2514934 98.83% 9.718%
6 6.451 772 776 782 rBV 740949 707211 27.79% 2.733%
7 6.604 798 802 810 rBY 2056770 1856572 72.96% 7.174%
8 7.022 868 873 887 rBY 1561600 1575696 61.92% 6.089%
9 7.169 894 898 904 rVB 49745 54459 2.14% 0.210%
10 7.663 979 982 990 rBV 102423 107516 4.23% 0.415%

11 7.733 990 994 999 rBV 1137291 997400 39.20% 3.854%
12 8.810 1173 1177 1180 rBV 2295388 2104377 82.70% 8.132%
13 9.210 1241 1245 1248 rBV 696592 551746 21.68% 2.132%
14 9.433 1276 1283 1286 rBV3 58567 103220 4._.06% 0.399%
15 9.474 1286 1290 1298 rVB 1145277 1034178 40.64% 3.996%

16 9.716 1329 1331 1335 rVB2 37118 31128 1.22% 0.120%
17 9.898 1359 1362 1365 rBV2 44358 53522 2.10% 0.207%
18 9.933 1365 1368 1372 rVB 60407 53500 2.10% 0.207%
19 10.151 1400 1405 1407 rBV2 38708 46317 1.82% 0.179%

20 10.263 1420 1424 1428 rBV 1490462 1430634 56.22% 5.528%

21 10.404 1444 1448 1455 rBvV 68689 108518 4._.26% 0.419%

22 10.486 1459 1462 1468 rVB4 23396 34945 1.37% 0.135%
23 10.592 1474 1480 1484 rBv4 15705 26093 1.03% 0.101%
24 10.845 1520 1523 1526 rVV 63449 52031 2.04% 0.201%
25 10.874 1526 1528 1532 rVB 29518 27585 1.08% 0.107%
26 10.951 1537 1541 1544 rVB 965986 902628 35.47% 3.488%
27 11.221 1577 1587 1590 rBV9 12183 29779 1.17% 0.115%
28 11.268 1593 1595 1601 rVB 37425 37356 1.47% 0.144%
29 11.504 1630 1635 1643 rBV2 322601 381205 14.98% 1.473%
30 11.645 1656 1659 1662 rBvV4 28786 33684 1.32% 0.130%
31 11.674 1662 1664 1669 rVB3 25819 27217 1.07% 0.105%
32 12.210 1753 1755 1761 rVB4 21622 29158 1.15% 0.113%
33 12.286 1762 1768 1779 rVvV 371581 420626 16.53% 1.625%
34 12.374 1781 1783 1790 rVB2 22053 31274 1.23% 0.121%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.533 1805 1810 1813 rBV 1950366 1912611 75.16% 7.391%

36 13.451 1962 1966 1974 rBV 133553 176378 6.93% 0.682%
37 13.568 1979 1986 1994 rVB 943685 967320 38.01% 3.738%

38 14.221 2092 2097 2104 rBV 46101 90520 3.56% 0.350%
39 14.333 2111 2116 2119 rBV 102745 124330 4._.89% 0.480%
40 14.362 2119 2121 2124 rVB 56831 50174 1.97% 0.194%
41 14.645 2166 2169 2172 rBVY 85263 86043 3.38% 0.332%
42 14.768 2185 2190 2197 rBV2 41331 82707 3.25% 0.320%

43 14.909 2210 2214 2219 rBV 457698 553750 21.76% 2.140%
44 14.956 2219 2222 2227 rVB 84224 102272 4.02% 0.395%

45 15.074 2237 2242 2247 rBV9 29990 67380 2.65% 0.260%

46 15.309 2277 2282 2287 rBV 76909 119437 4 .69% 0.462%

47 15.362 2287 2291 2297 rVB2 28600 57075 2.24% 0.221%

48 15.709 2345 2350 2358 rvB2 51590 89323 3.51% 0.345%

49 16.180 2426 2430 2436 rVB3 30296 57455 2.26% 0.222%
Sum of corrected areas: 25878862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF097272.D
5.05

Abundance

2000000

1500000

1000000

500000
4.58
2.60

6.16]123

6.60

7.02

6.45

0 L I e e e e e e e L s s s e e e LA E e e B L A BN

T T
4.50 5.00

T
5.50

T
3.50

T
4.00

I
2.00

T
2.50

Time--> 3.00

Abundance TIC: BF097272.D

8.81

2000000

1500000 10.26

.47
1000000 10.95

9.21

500000
11.50

lmesy

9.43  9.72Pd810.1% 106Uns59 Ub 11127

12.53

S,
T~ t-rt ] +t T T T [ T T T T [ T T T T

10.00 10.50 11.00 11.50

0

12.00

Time--> 9.00 9.50

13.50

12.50 13.00

Abundance TIC: BF097272.D

2000000

1500000

1000000

500000 14.91

145436 1464 71498 071985 1571 1618

17.50

16.50 17.00

16.00

14.00

14.50

15.00 15.50

Time-->

18.00

18.50

19.00

8270-BF072517.M Thu Aug 03 15:55:19 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3

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

4.58 13.65 ng 482720 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 458 (4.581 min): BF097272.D (-454) (-) m/z 43.00 100.00%
43.0
59.0
5000
| w0 250 ko 4ko 4k 5o
SRMNBERENENSBSINEYS I MMBRISESE | ERBMBESNSSINS SN MBS m/z 59.00 52.57%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS S LS LS R
59.0 420 440 460 4.80 5.00
m/z 58.10 13.81%
\?J‘"O 1 L 83.0 10:‘I"0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
420 440 460 4.80 5.00
5000 m/z 101.10 13.55%
41.0
73.0  86.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol A Eama )
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 9.23%
5000 29.0 41.0 83.0
101.0
‘ ‘ NJM L, 69.0 ‘ ‘ 1120  129.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.23 Concentration Rank 1

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

6.23 71.12 ng 2514930 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 738 (6.228 min): BF097272.D (-733) (-) m/z 132.00 100.00%
13%.0
5000 68.1
400 540 | %.1 580 6.00 620 640 6.60
..,....,....,...:I'.'..:,!!..,.:.'.|,..'..,f.‘?;?,..!.,.’rPZ-,O....,....,"...,.. m/z 68.10 39.49%
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 .
5000 RN U L AN S
5.80 6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.88%
b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640 6.60
5000 67.0 m/z 66.00 26.84%
41.0 97.0
53.0
79.0 117.0
Wm@wmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole | BSLLE NLALELELA ILE ILEL  BLL
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 15.59%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 5.80 660 620 6.40 6%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 15

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

7.66 2.16 ng 107516 Naphthalene-d8 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Butane. 1-(l-methvlpropoxv)- 130 C8H180 000999-65-5 53
3 Di-sec-butvl ether 130 C8H180 006863-58-7 53
4 Methoxvacetic acid. heptvl ester 188 C10H2003 168920-36-3 50
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50

Abundance Scan 982 (7.663 min): BF097272.D (-979) (-) m/z 57.05 100.00%
45.0 57.0
5000
| 7‘?0 87.1 1011 130 7.40 7.60 7.80 8.00
et s il et e e e || M7z 4500 95.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
45.0 57.0
L~
5000 29.0 740 7.60 7.80 8.00
75.0 870 m/z 41.00 37 .25%
\H “ | \H i \‘\‘ \H 100\0 115.0 132.0 144.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45.0 57.0
7.40 7.60 7.80 8.00
5000 m/z 56.10 16.72%
29.0 101.0
73.0 87.0 115.0 130.0
mmmwmwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13657: Di-sec-butyl ether
43.0 570 7.40 7.60 7.80 8.00
m/z 75.00 14 .85%
5000 29.0
101.0
‘ ol 72,0 830 115.0 130.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Hexadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.40 2.40 ng 108518 Phenanthrene-d10 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S

226 C16H34

000544-76-3 83
1000309-20-2 80

3 Tridecane 184 C13H28 000629-50-5 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Decane, 3-methyl- 156 C11H24 013151-34-3 59
Abundance Scan 1447 (10.398 min): BF097272.D (-1444) (-) m/z 57.10 100.00%
571.1
5000
10.00 10.20 10.40 10.60 10.80
m/z 43.05 69.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT
85.0 10. OO 10 20 10 40 10. 60 10 80
20.0 ’ m/z 71.10 50.92%
| “ L ‘ 1130 1410 169.0 1970 226.0
T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T
10.00 10.20 10.40 10.60 10.80
5000 85.0 m/z 41.00 34.01%
29.0 113.0
B A I e o o e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane L o
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.05 31.45%
5000
85.0
29.0
\‘ ‘\ R I 113 0 1410 184.0
L LI B o o e e o IR o e e R EEEREEEE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.50 8.45 ng 381205 Phenanthrene-d10 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1634 (11.498 min): BF097272.D (-1630) (-) m/z 43.10 100.00%
431 73.0
5000
129.1
97.1 UL BN SN JUNL
1571 1852 2132 256.3 11.20 11.40 11.60 11.80

m/z 60.00 83.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730

5000 129.0 L L
11. 20 11. 40 11. 60 11. 80

m/z 73.00 79.42%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
R AN RAERE RS SR
11. 20 11.40 11.60 11.80
5000 129.0 m/z 57.00 75.60%
83.0
157.0 1850 213.0 256.0
400 110.0 '
R R s S B e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L B A e e
73.0 11.20 11.40 11.60 11.80
43.0 m/z 41.00 72.91%
5000 129.0
185.0 228.0
‘970
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80

8270-BF072517.M Thu Aug 03 15:55:22 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 8.70 ng 420626 Chrysene-di12 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1769 (12.292 min): BF097272.D (-1762) (-) m/z 43.05 100.00%
43.0
73.0
129.1
97.1 i) PN e
1570 1852 p131 2413 Lens 12100 1220 12.40 12.60
e . . m/z 57.05 88.28%
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 SR AR SN UL B
12.00 12.20 12.40 12.60
H 2410 2840 m/z 60.00 83.37%
I 207.0
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
112,00 12.20 12,40 12.60
5000 129.0 m/z 73.00 81.63%
83.0
157.0 185.0 213.0 256.0
107.0
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 12.00 12.20 12.40 12.60
m/z 55.00 70.81%
5000 129.0

:

15.0

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.65 ng 176378 Chrysene-di12 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1966 (13.451 min): BF097272.D (-1962) (-) m/z 43.10 100.00%
431
83.0
5000
149.0 TR 1240 12 A0 120 |
13.20 13.40 13.60 13.80
S— 182:0207.1 m/z 57.00 97.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55.0
5000 U UL B SRR B
29.0 13.20 13.40 13.60 13.80
‘ m/z 55.00 93.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
91.0 " 1320 13.40 13.60 13.80
5000 m/z 83.05 64.42%
29.0 125.0
154.0 182.0210.0238.0  283.0 334.0
R A A R B LA RN LA B RS LA EARAN LARAS LRSS RARAS LA ARRN Bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol R e
58,0 83.0 13.20 13.40 13.60 13.80
m/z 97.10 64 .05%
B Il \/\MLW‘
29.0
Ll ‘ | | | 1190167.0 1060 238.0266.0294.0
R AU R B S B B B B S B A S B U I U DU

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .33 4.49 ng 124330 Perylene-d12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 52
5 Octanamide 143 C8H17NO 000629-01-6 50
Abundance Scan 2115 (14.327 min): BF097272.D (-2111) (-) m/z 58.95 100.00%
59.0
5000
109.1 137.1 1630 191.0 14.00 14.20 14.40 14.60
m/z 72.10 49 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83609: Tetradecanamide
59.0
5000
14.00 14.20 14.40 14.60
m/z 55.05 47 .82%
28.0
e i 080 M0 190 184030502270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
14.00 14.20 14.40 14.60
5000 m/z 43.00 39.22%
29.0 86.0 1140 1400 170 0192, 0212 0231 0 255. o
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 240 260
Abundance #60440: Dodecanamide R R mEEE
59.0 14.00 14.20 14.40 14.60
m/z 41.10 31.02%
5000
28.0
86.0
ey B0 180 s aeeo M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.11 ng 86043 Perylene-di12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2168 (14.639 min): BF097272.D (-2166) (-) m/z 57.05 100.00%
5%.0
5000 85.1
a2, " 1440 1460 14180 1500
...-.|', b lﬁ R - m/z 43.10 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 L B B L B
85.0 1440 14'60 14.80 15.00
113.0 m/z 71.05 58.57%
”%\WWW\\#Wm%mmnmmw 295.0 366.0
m/z--> 50 160 1%0 260 2%0 360 3%0
Abundance
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 39.14%
85.0
29.0
113.0141.0169.0197.0225.0253.0282.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #71393: Pentadecane L A ma s e
57.0 14.40 14.60 14.80 15.00
m/z 55.00 27 .86%
5000 85.0
29.0
LI }13014101690 212.0

|
m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.99 ng 82707 Perylene-d12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octadecane 254 C18H38 000593-45-3 83
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2190 (14.768 min): BF097272.D (-2185) (-) m/z 57.05 100.00%
57.0
5000

209.1 281.1 14.40 14.60 14.80 15.00
' m/z 43.00 62.60%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 LA L L L L L LB L
14.40 14.60 14.80 15.00
m/z 71.05 56.92%
I |10 1410 1830 z2s0 2620
T — T T T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57.0
AL ma oL B e
14.40 14.60 14.80 15.00
5000 m/z 85.05 45 _.40%
99.0
141.0 1830 225.0 2670 309.0 351.0 393.0 436.0
T T T e e T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane L B R
57.0 14.40 14.60 14.80 15.00
m/z 55.05 22 .21%
5000
99.0
|l L) 140 180 2540
——— s e R e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl15.07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.43 ng 67380 Perylene-di12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-.alpha.-Copaene-8-ol 220 C15H240 058569-25-8 22
2 1.6-Bislmethvl(trimethvlene)silv... 286 C14H3002Si2 1000217-00-5 12
3 Chloroacetic acid. heptvl ester 192 C9H17CI02 034589-22-5 10
4 Carbonic acid. chloromethvl (4-m... 200 C9H9CIO03 132905-79-4 10
5 2-Ethyl-1-(4-(pyridin-2-yl)piper... 289 C17H27N30 1000368-48-7 10
Abundance Scan 2241 (15.068 min): BF097272.D (-2237) (-) m/z 43.10 100.00%
431
5000 81.0 119.0 1501
sL1 2132 255.0 283.0 LR BB BUELN UL UL
MR
- |l Ly e | m/z 55.00 40.77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77552: cis-.alpha.-Copaene-8-ol
119.0 159.0
5000 Lo L4150 1500 15,20 1540
41.0 m/z 81.00 40.66%
e ]
..|‘....|....|....|.‘.‘..‘...‘.l.‘...l.... S \””\”” e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
14.80 15.00 15,20 15.40
5000 m/z 57.00 36.76%
133.0
83.0 161.0
104.0 190.0 215.0 243.0
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55023: Chloroacetic acid, hepty! ester AR EaE RS
14.80 15.00 15.20 15.40
m/z 119.00 35.85%
5000 121.0
149.0 177.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 15 unknownl5.36 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.06 ng 57075 Perylene-di12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 43
2 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 38
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 35
4 Sulfurous acid. pentadecvl pentv... 362 C20H4203S 1000309-14-8 27
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 27
Abundance Scan 2291 (15.362 min): BF097272.D (-2287) (-) m/z 57.00 100.00%
5%.0
85.0
5000
113.1 o8 LN R BN B
| | l ll I I | 119092211 ll-l 322.3 15.00 15.20 15.40 15.60
|""|I"' |“|||I.I|| |I| il I|I Y N m/z 85.05 67.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
85.0
5000 L D AL B DU
mmmmmmmm
0
290 113.0 m/z 71.00 63.40%

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

43.0

71.0 15.00 15.20 15.40 15.60
5000 ' m/z 43.00 62.02%

97.0 127.0 1670 191.0
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #71409: Dodecane, 2,6,10-trimethyl- R AR EEEEE T
57.0 15.00 15.20 15.40 15.60
m/z 41.00 29.90%
5000
85.0
1270
H . \I\ L‘ L | \ 15501830 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097272.D

Aca On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample = 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.23 ng 89323 Perylene-di12 14.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2350 (15.709 min): BF097272.D (-2345) (-) m/z 57.05 100.00%
57.0
5000
o 15.40 15.60 15.80 16.00
141.3 - - - -
Ll e ame 305 65, 59
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 U B UM RN SR
15.40 15.60 15.80 16.00
5.0 m/z 71.10 47 .34%
] 1419 1830 2330 281.0 323.0

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R
15.40 15.60 15.80 16.00
5000 m/z 85.05 35.65%
99.0
141.0 1830 225.0 2670 300.0 351.0 393.0 436.0
o e H e T ot o L e = = e LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane R R B RE Eaa
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22 .73%
5000

99.0
by o 1830 2250 267.0 309.0 366.0

m/z--> 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16 00

8270-BF072517.M Thu Aug 03 15:55:27 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080217\
Data File : BF097272.D

Acq On : 2 Aug 2017 14:42

Operator : SJ/JU

Sample - 14497-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4 .58 13.7 ng 482720 1 6.45 707211 20.0
unknown6.23 6.23 71.1 ng 2514930 1 6.45 707211 20.0
Ethanol, 2-(2-but... 7.66 2.2 ng 107516 2 7.73 997400 20.0
Hexadecane 10.40 2.4 ng 108518 4 10.95 902628 20.0
Tridecanoic acid 11.50 8.4 ng 381205 4 10.95 902628 20.0
Octadecanoic acid 12.29 8.7 ng 420626 5 13.57 967320 20.0
1-Docosene 13.45 3.6 ng 176378 5 13.57 967320 20.0
Tetradecanamide 14.33 4.5 ng 124330 6 14.92 553750 20.0
Hexacosane 14 .64 3.1 ng 86043 6 14.92 553750 20.0
Eicosane 14.77 3.0 ng 82707 6 14.92 553750 20.0
unknownl15.07 15.07 2.4 ng 67380 6 14.92 553750 20.0
unknown15.36 15.36 2.1 ng 57075 6 14.92 553750 20.0
Heptadecane, 9-oc... 15.71 3.2 ng 89323 6 14.92 553750 20.0
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