LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total
1 4_753 239 242 250 rBVY 633828 910739 59.74% 5.395%
2 4.981 261 262 269 rBvY 8404 16135 1.06% 0.096%
3 5.199 279 281 284 rBV 1139270 1474884 96.74% 8.737%
4 6.273 372 375 377 rBV 1541782 1524568 100.00% 9.031%
5 6.387 383 385 388 rBV 1113920 1419406 93.10% 8.408%
6 6.627 404 406 408 rVB 453062 372816 24.45% 2.208%
7 6.787 417 420 422 rVB 792769 995205 65.28% 5.895%
8 7.199 453 456 458 rBVY 971558 1041659 68.32% 6.170%
9 7.907 516 518 521 rVB 367501 439631 28.84% 2.604%
10 8.993 610 613 615 rBVY 1685567 1423287 93.36% 8.431%
11 9.039 615 617 620 rvVB 53441 64353 4.22% 0.381%
12 9.108 622 623 628 rvVB 43273 39361 2.58% 0.233%

13 9.393 645 648 650 rvB 203380 207943 13.64% 1.232%
14 9.656 669 671 673 rBvV 482215 442704 29.04% 2.622%

15 9.691 673 674 679 rVB 17425 26592 1.74% 0.158%
16 10.113 709 711 713 rVB2 16329 21087 1.38% 0.125%
17 10.445 737 740 742 rBV 707364 766330 50.27% 4 _539%
18 10.582 750 752 753 rBV 27181 30164 1.98% 0.179%
19 10.605 753 754 757 rVB 112362 150367 9.86% 0.891%
20 11.028 788 791 792 rBV 26999 25884 1.70% 0.153%
21 11.131 798 800 802 rBV 473337 395563 25.95% 2.343%
22 11.451 826 828 833 rVvB 14338 17563 1.15% 0.104%
23 11.679 846 848 851 rBV 83770 109286 7.17% 0.647%
24 11.828 859 861 862 rBv2 20502 19183 1.26% 0.114%
25 12.411 907 912 914 rBV3 9642 20381 1.34% 0.121%
26 12.559 922 925 927 rBV 31833 29415 1.93% 0.174%
27 12.617 927 930 933 rBV3 9868 20834 1.37% 0.123%
28 12.719 936 939 941 rBV 977180 1018544 66.81% 6.033%
29 12.971 957 961 962 rBV2 21623 43360 2.84% 0.257%
30 13.302 988 990 994 rvB2 9925 19300 1.27% 0.114%
31 13.417 998 1000 1003 rBV 25815 38041 2.50% 0.225%
32 13.497 1003 1007 1009 rBV5 10920 25230 1.65% 0.149%

33 13.634 1017 1019 1024 rBV 183827 287481 18.86% 1.703%
34 13.748 1027 1029 1035 rVB 388458 429356 28.16% 2.543%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.874 1038 1040 1041 rBV 14062 18447 1.21% 0.109%
36 13.965 1045 1048 1053 rvv4 21504 56825 3.73% 0.337%
37 14.068 1056 1057 1059 rVB 29515 26354 1.73% 0.156%
38 14.262 1071 1074 1081 rBV 150143 317049 20.80% 1.878%
39 14.548 1097 1099 1103 rBv4 32253 71687 4._.70% 0.425%

40 14.674 1108 1110 1112 rBV 94395 101920 6.69% 0.604%

41 14.845 1122 1125 1126 rBVY 148178 206317 13.53% 1.222%
42 14.868 1126 1127 1133 rVB2 84856 149314 9.79% 0.884%
43 14.982 1136 1137 1141 rVB4 24758 33732 2.21% 0.200%
44 15.108 1145 1148 1149 rBVY 196958 261759 17.17% 1.551%
45 15.337 1165 1168 1172 rVB2 140746 194857 12.78% 1.154%

46 15.531 1183 1185 1188 rBV 160378 242420 15.90% 1.436%
47 15.588 1188 1190 1193 rVV 60612 105644 6.93% 0.626%
48 16.194 1240 1243 1247 rVB 92723 161580 10.60% 0.957%
49 16.400 1256 1261 1264 rBVY 102459 240972 15.81% 1.427%
50 16.503 1268 1270 1271 rBV2 18400 34037 2.23% 0.202%

51 16.846 1296 1300 1308 rVB4 62293 175963 11.54% 1.042%
52 17.383 1344 1347 1354 rVB5 29409 85147 5.58% 0.504%
53 17.691 1370 1374 1381 rVB4 35255 113201 7.43% 0.671%
54 18.560 1445 1450 1458 rVB 127652 381031 24.99% 2.257%
55 20.000 1571 1576 1581 rVB6 10651 36764 2.41% 0.218%

Sum of corrected areas: 16881672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081031.D
6.27
1500000
5.20 6.39
1000000 7.20
6.79
4.75
500000 6.63
7.91
4.98 |
O e e e e T e s B e e i e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081031.D
8|99
1500000
1000000 12.72
10.44
9.39
A 10.60 11.68
. 9941 69 1011 ||10p8  1LOB 1145 (1183 12,4356
A L e e AL A s e L B e B
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081031.D
1500000
1000000
500000
5.11
15.315.5?5:9
- 16.196.40 18.56
6.50 16.85 :
17.38 17.69 20.00
rV— T T T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.75 48.86 ng 910739 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 242 (4.753 min): BF081031.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SRAE SR N
440 4.60 4.80 5.00
Oy Sl 83l 69 8 | w/z 59.10  57.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A AR I IR B
59 440 460 480 500
m/z 58.10 14 .85%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .22%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e B
59 440 4.60 4.80 5.00
m/z 41.10 9.08%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“'w"'w"'w' ARSI N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.39 Concentration Rank 1

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

6.39 76.15 ng 1419410 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 385 (6.387 min): BF081031.D (-383) (-) m/z 132.10 100.00%
132
68
5000
40 96 SRR AR SRR
I 47 5I 61 | [ | 104 6.00 6.20 6.40 6.60 6.80
Obrrrrrrprrrr bl e el i - S e bt el || M/Z 68.10  56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR RS AR SRS A
6.00 6.20 6.40 6.60 6.80
3 78 m/z 66.10 37.37%
13 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 97 m/z 134.00 31.28%
70
31
. 4451 60 1 77 g 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e .
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 22.82%
5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.60 7.60 ng 150367 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 86
2 2,5-Dimethoxy-4-ethylbenzaldehyde 194 C11H1403 050505-61-8 64
3 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403 089647-85-8 64
4 3-Methoxy-4,5-ethylenedioxybenza... 194 C10H1004 075889-54-2 50
5 Ethene-1,1,2-tricarbonitrile, 2-... 194 C11H6N4 041996-49-0 46

Abundance Scan 754 (10.605 min): BF081031.D (-753) (-) m/z 194.10 100.00%

194
91

5000

A Trrorprrrrrrrrr[rrrrrrr

10.20 10.40 10.60 10.80 11.00

(o m/z 91.05 67 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51619: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194
5000
91 119 10.20 10.40 10.60 10.80 11.00
39 0
- ‘ 53 65 77 103 ‘ 181 1,7 167 179 m/z 77.10 46.08%
o .MWHWM“MHJW.MH.N%|kW.1TH.MI|ﬂk.NhL.H|..m,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
194
10.20 10.40 10.60 10.80 11.00
5000 m/z 119.10 35.33%
179
77 9 148
53
39 65 108 123 136 165
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A A
Abundance #51634: 2-Hydroxy-4-isopropyl-7-methoxytropone e e
194 10.20 10.40 10.60 10.80 11.00
m/z 79.10 33.11%
5000
151
91 133 165
105 119 ‘ 179
7
--1-5| -2-7--3‘|9‘--‘5-‘3‘-|b:‘5---“|--‘--“-“‘---‘i“---‘- ‘l‘l-|‘l‘---‘|---“-|- rv—v—v—v—ré—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80 11.00

8270-BF081715.M Tue Aug 18 18:47:56 2015 S Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters:

LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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

Peak Number 5 Undecanoic acid

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.68 5.53 ng 109286 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid

2 Dodecanoic acid

3 Amyl Nitrite

4 Silane, trichlorodocosyl

5 _beta.-D-Mannofuranoside,

186 C11H2202
200 C12H2402
117 C5H11NO2

- 442 C22H45CI3Si

1-0-(1... 332 C17H3206

000112-37-8 86
000143-07-7 53
000110-46-3 35
007325-84-0 25
1000155-29-9 22

Abundance Scan 848 (11.679 min): BF081031.D (-846) (-) m/z 43.10 100.00%
60
73
5000
85 o7 129 T T T T T T
115 157 171 185 213 11.40 11.60 11.80 12.00
01 m/z 60.00 83.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60 73
43
5000 29
11.40 11.60 11.80 12.00
129 143 m/z 57.10 78.80%
| s e T
ool Hlld M (N
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
T T
43 11.40 11.60 11.80 12.00
5000 m/z 73.10 75.54%
129
29 85 157 200
101 115 3
18 14 171 183
Ot T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8239: Amyl Nitrite
41 11.40 11.60 11.80 12.00
m/z 41.10 T71.72%
60
5000 29
71
| ‘\ Al ‘ 86
Ot P e e e R R REERE s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.63 13.39 ng 287481 Chrysene-di2 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 87
5 1-Octadecanol 270 C18H380 000112-92-5 83
Abundance Scan 1019 (13.634 min): BF081031.D (-1017) (-) m/z 57.10 100.00%
57
83
5000
e RIS SN BRI SRR B
139 250 13.40 13.60 13.80 14.00
0 ..-.,..J.,..l.‘.-,l.6.7..2?2....i....,....,....,....,...., m/z 43.10 83.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 LR IS UM IR B
111 13.40 13.60 13.80 14.00
- m/z 55.10 78.27%
0 .“.‘.‘l““ ‘ ‘\ \M‘\ “gl‘].-(‘iu8..|2].-0.?3.8|..2.8.3|....|....|....|....|
m/z--> 50 200 250 300 350 400 450
Abundance
43
' 13.40 13.60 13.80 14.00
5000 83 m/z 83.10 57.23%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester A I B B
57 13.40 13.60 13.80 14.00
83 m/z 97.10 52.78%
5000
111
m/z--> 55 160 1%0 260 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.26 14.77 ng 317049 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 76
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 74
Abundance Scan 1074 (14.262 min): BF081031.D (-1071) (-) m/z 57.10 100.00%
g7
M 1400 1420 14.40 1460
140 242 : . . .
0 ...'.,....1,.1.1.‘-.,}.97.1.9?....l,....,....,....,....,...., m/z 43.10 82.62%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 LI SRR BRI LA B
111 14.00 14.20 14.40 14.60
29 m/z 55.10 73.41%
0 ..“.‘.“l‘ “ ‘ ‘\ \M‘\ Hg‘:lu-§8..2:!-0.?3.8..2.8.3|....|....|....|....|
m/z--> 0 50 200 250 300 350 400 450
Abundance
57
83 14.00 14.20 14.40 14.60
5000 m/z 83.10 51.74%
29 111
139 168196 227 o
O o T T e T e T e e e
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R B EERmE R
43 14.00 14.20 14.40 14.60
m/z 69.10 46.32%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .55 5.48 ng 71687 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 55
2 Nonadecane 268 C19H40 000629-92-5 55
3 Octadecane, l-iodo- 380 C18H371 000629-93-6 53
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 45
5 Hexadecane 226 C16H34 000544-76-3 45
Abundance Scan 1099 (14.548 min): BF081031.D (-1097) (-) m/z 57.10 100.00%
57
\ | 14:20 14.40 14.60 14.80
Oyt R E m/z 71.10 57.21%
miz--> 0 50 100 150 200 250 300 350
Abundance #91034: Octadecane
57
5000 85 U DA BRI UL B B
29 14.20 14.40 14.60 14.80
m/z 43.10 54 _.00%
0 \“ “\ \‘\ H H \\ 1:\I\-3 N 1?1 169 197 225 i
miz--> 0 §o 100 1éo 260 2%0 360 3%0
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 43.08%
29 268
] e e T T T I
miz--> 0 §0 160 150 200 250 360 3%0
Abundance #151356: Octadecane, 1-iodo- T
57 14.20 14.40 14.60 14.80
m/z 253.20 36.69%
85
5000
L Tl M 160 197 5 0 ||
miz--> 0 §0 160 1éo 260 2%0 300 350 1450 1440 1460 1J80 '

8270-BF081715.M Tue Aug 18 18:48:01 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .67 7.79 ng 101920 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
4 1,19-Eicosadiene 278 C20H38 014811-95-1 83
5 Tetradecanal 212 C14H280 000124-25-4 64

Abundance Scan 1110 (14.674 min): BF081031.D (-1108) (-) m/z 57.10 100.00%

43

5000

:

14.40 14.60 14.80 15.00
m/z 43.10 78.59%

124138, 166180 199 218 239

0 258273
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99445; Octadecanal

43 57

-

5000 29 LIS L L L B L L L L L
14.40 14.60 14.80 15.00
m/z 82.10 68 .04%
110594
oL15 Il 138152166180194208222 250 268
e RRRs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
L
43 o7 14.40 14.60 14.80 15.00
5000 m/z 55.10 59.62%
110
29 124138
oL 15 152166180194 211 236250 268

mﬁmﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl- B R
14.40 14.60 14.80 15.00

96 m/z 41.10 47 .80%

5000

:

152166180194208222236250264 282
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF081715.M Tue Aug 18 18:48:02 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.85 15.76 ng 206317 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
5 Heptacosane 380 C27H56 000593-49-7 68
Abundance Scan 1125 (14.845 min): BF081031.D (-1122) (-) m/z 57.10 100.00%
57
5000 85 _mv__A“iA__,ﬂ\\,\,A,AH\_ﬂ
LU UL SR U SUM
113 14.60 14.80 15.00 15.20
141
ol T 169008 220 260 | h7z 43.10  58.24%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LR S BN SRS B
mmmmmmmm
m/z 71.10 54 _78%
29
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o " 1460 14.80 15.00 15.20
5000 m/z 85.10 43 .99%
29 113
0 141 169 197 225 253 296
RIS UL UL UL UL SR UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane R R L AR
57 14.60 14.80 15.00 15.20
m/z 55.10 21.39%
>0 & MJM
29
ol Ll by M 1 160 107 205 254
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 14%0 1480 1500 1520

8270-BF081715.M Tue Aug 18 18:48:04 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 E-15-Heptadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.87 11.41 ng 149314 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
2 E-7-Octadecene 252 C18H36 1000130-92-0 87
3 1-Pentadecanol 228 C15H320 000629-76-5 87
4 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 87
5 Cyclopentane, decyl- 210 C15H30 001795-21-7 86
Abundance Scan 1127 (14.868 min): BF081031.D (-1126) (-) m/z 55.10 100.00%
5000 o
125 A DAL B S B
140 168182 204 232 251 269 286 14.60 14.80 15.00 15.20
Okl m/z 83.10 81.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89757: E-15-Heptadecenal
43
97
5000 L S S B
14.60 14.80 15.00 15.20
125 m/z 57.10 80.04%
0 ‘ 139154168182196210224238252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 A DAL B S B
83 97 14.60 14.80 15.00 15.20
5000 m/z 97.10 75.07%
111

25 252
) 139154168182196210224

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

Abundance #75205: 1-Pentadecanol R B LA M e e
14.60 14.80 15.00 15.20

m/z 43.10 72.02%

97

5000

125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15.20

8270-BF081715.M Tue Aug 18 18:48:05 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.34 14.89 ng 194857 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 1168 (15.337 min): BF081031.D (-1165) (-) m/z 57.10 100.00%

5000

-

15.00 15.20 15.40 15.60
m/z 43.10 84.21%

111

) 125140 160 179194 216231 251 275

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl-
43 82

96

-

5000 29 LA LI L L LN L LB
15.00 15.20 15.40 15.60
110 m/z 82.10 68.23%
o I ol 152166180194208222236250264 282
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
R B
43 o7 15.00 15.20 15.40 15.60
5000 m/z 55.10 60.01%
110
29 124138
oL 15 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal SRR R REEEEmE
43 15.00 15.20 15.40 15.60
m/z 96.10 47 .06%
5000
2 110
124
o | 138152166180194208222 250 544
ARRamEE e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF081715.M Tue Aug 18 18:48:06 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.53 18.52 ng 242420 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1185 (15.531 min): BF081031.D (-1183) (-) m/z 57.10 100.00%
57
15.20 15.40 15.60 15.80
ol i 11 i J.lﬁ‘l, 169190210 235 261282 | "m/z 43.10 56.47%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 U SRR DL B B
85 15.20 15.40 15.60 15.80
29 m/z 71.10 49 _.11%
ol M aee e
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80
5000 m/z 85.10 37.79%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #115575: Eicosane, 10-methyl- R o
57 15.20 15.40 15.60 15.80
m/z 55.10 20.24%
5000 85 W\/\M
ol_38 I L e ,183 211 239 281
m/z--> 5'0 1(')0 150 200 250 300 3&'30 15'20 15. 40 15. 60 15I8O
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 1-Nonadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.59 8.07 ng 105644 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 76
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 74
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 74
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 74
5 9-Nonadecene 266 C19H38 031035-07-1 70
Abundance Scan 1190 (15.588 min): BF081031.D (-1188) (-) m/z 57.10 100.00%
57
83 97
5000
4 111
AR AR BRI SRR SUN
S 144160 181y 222 243 265 286 15.20 15.40 15.60 15.80 16.00
o} m/z 43.10 81.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 57 7
5000 AR AR B SR SUN
15.20 15.40 15.60 15.80 16.00
m/z 55.10 75.71%
0 21 | 140154168182106 224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 B B B
83 97 1520 15.40 15.60 15.80 16.00
5000 m/z 83.10 64 .58%
111
125
. 27 140154168182 210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98172: Z-5-Nonadecene A ERmEa mEa S
15.20 15.40 15.60 15.80 16.00
m/z 97.10 64 .44%
5000
125 266
o 140154168182 210224238252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1520 15.40 15.60 15.80 16.00

8270-BF081715.M Tue Aug 18 18:48:09 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.19 12.35 ng 161580 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 Octadecanal 268 C18H360 000638-66-4 87
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83

Abundance Scan 1243 (16.194 min): BF081031.D (-1240) (-) m/z 57.10 100.00%

-

5000

15.80 16.00 16.20 16.40 16.60
m/z 43.10 80.39%

138 153 169

0 194208222 >39

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82 gg

5000 [Trrr[rrrr[rrrrprrrrr1
110 15.80 16.00 16.20 16.40 16.60
29 124 m/z 82.10 58.88%
138152
0 166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 I o e o S
57 15.80 16.00 16.20 16.40 16.60
5000{ g m/z 55.10 57.20%
110

:

152166180194208222236250264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal B Ra e
43 15.80 16.00 16.20 16.40 16.60
m/z 83.10 44.05%

5000
2 110
124
o | 138152166180194208222 250 544

S RARARRE LA R A RREaE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60

8270-BF081715.M Tue Aug 18 18:48:11 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl1l6.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.40 18.41 ng 240972 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 45
2 2-Heptadecanone 254 C17H340 002922-51-2 38
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 35
4 Hexadecanoic acid, 2-oxo-, methy... 284 C17H3203 055836-30-1 22
5 3-Octen-2-ol, 2-methyl-, (2)- 142 C9H180 018521-07-8 18

Abundance Scan 1261 (16.400 min): BF081031.D (-1256) (-) m/z 57.10 100.00%

43 97

71

5000
255

109127 155 173 194 213 16.00 16.20 16.40 16.60 16.80

0 m/z 43.10 91.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107525: Palmitic acid vinyl ester
57
43 239
71
5000 LA L B L B L B L L L L
85 16. OO 16 20 16. 40 16. 60 16. 80
29 m/z 71.10 69.99%
AECH \‘ I “n 123137161165 183107211225 | 253
'“v'“v“"“'v“ T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %8
R B R
16.00 16.20 16.40 16.60 16.80
5000 m/z 58.10 56.97%
29 85 106 254
0l 15 110 127 152166180~ 211225239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100585: 16-Hexadecanoy! hydrazide
32 16.00 16.20 16.40 16.60 16.80

m/z 55.10 53.96%

- MM

57 74
15 || | 95 109123137151165180194 221 220 255270

Ob B el el et 2 109123137151165 180104 221 717255270 SR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16 20 16. 40 16. 60 16. 80

8270-BF081715.M Tue Aug 18 18:48:12 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 17 unknownl6.85 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.85 13.44 ng 175963 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Di(2,2-dimethylethyl)thiophe... 228 C12H2002S 128788-12-5 30
2 Allopregnane-3.beta.,7.alpha.-di... 334 C21H3403 000566-20-1 22
3 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 16
4 Benzofuran, 7-(2,4-dinitrophenox... 374 C18H18N207 062059-46-5 10
5 4-Hydroxy-4-(4,6-dimethylcyclohe... 196 C12H2002 002316-79-2 9

Abundance Scan 1300 (16.846 min): BF081031.D (-1296) (-) m/z 43.10 100.00%

i

5000

255 IIII|IIII|IIII|IIII|III
231 “°273 303 329 381 16.60 16.80 17.00 17.20

L Ll T Tnsz 55.10  75.12%

0
m/z--> 50 100 150 200 250 300 350
Abundance #74758: 2,3-Di(2,2-dimethylethyl)thiophene-1,1-dioxide
57
149
5000 LA I L L L L L L L
93 16.60 16.80 17.00 17.20
0
‘ “HlZl 213 m/z 57.10 60.17%
R
m/z--> 50 100 150 200 250 300 350
Abundance
43
AN maa T e
16.60 16.80 17.00 17.20
5000 m/z 105.10 46.96%
81
o 107 133 159178 213 246 271 298316334 A\JAMWR«M%H/\WVNVJNﬁﬂNU\
e e b e e e
m/z--> 50 100 150 200 250 300 350
Abundance #164216: Methy| 12-acetyl-7-desoxycholate AN maa T e
43 16.60 16.80 17.00 17.20
m/z 93.10 43.99%
>0 A\J\WV\/‘/\\/\—M\/
81 105 133 150 255573 0
o B L J2 02072 ro2o | 71 porozee s |
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20

8270-BF081715.M Tue Aug 18 18:48:13 2015 S Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 18 unknownl7.38 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.38 6.51 ng 85147 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 62
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 43
3 Allopseudomethylecgonine 199 C10H17NO3 1000120-22-1 38
4 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 27
5 Cyclopentylcyclohexane 152 C11H20 001606-08-2 25
Abundance Scan 1347 (17.383 min): BF081031.D (-1344) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 19 unknownl7.69 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.69 8.65 ng 113201 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 43
2 Methyl 2-[(1H-2-o0x0-4-pyrimidiny... 183 C7H9N303 128786-77-6 38
3 Phenol, 2,6-diamino- 124 C6H8N20 022440-82-0 38
4 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 38
5 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 38

Abundance Scan 1374 (17.691 min): BF081031.D (-1370) (-) m/z 124.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/I1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20 1-Formyl-2,2-dimethyl-3-cis... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.56 29.11 ng 381031 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Formyl-2,2-dimethyl-3-cis-(2-m... 220 C15H240 1000144-10-0 62
2 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 53
3 2,2,4-Trimethyl-3-(3,8,12,16-tet... 428 C30H520 1000194-01-4 30
4 _gamma.-Gurjunenepoxide-(1) 220 C15H240 1000156-15-0 30
5 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 003650-30-4 30
Abundance Scan 1450 (18.560 min): BF081031.D (-1445) (-) m/z 55.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081715\
Data File : BF081031.D

Acq On : 18 Aug 2015 5:51

Operator : UM/1Z

Sample - G3290-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.75 48.9 ng 910739 1 6.63 372816 20.0
unknown6 .39 6.39 76.2 ng 1419410 1 6.63 372816 20.0
Phenol, 2,6-dimet... 10.60 7.6 ng 150367 4 11.13 395563 20.0
Undecanoic acid 11.68 5.5 ng 109286 4 11.13 395563 20.0
Pentafluoropropio... 13.63 13.4 ng 287481 5 13.75 429356 20.0
Ethanol, 2-(tetra... 14.26 14.8 ng 317049 5 13.75 429356 20.0
Octadecane 14.55 5.5 ng 71687 6 15.11 261759 20.0
Octadecanal 14.67 7.8 ng 101920 6 15.11 261759 20.0
Octacosane 14.85 15.8 ng 206317 6 15.11 261759 20.0
E-15-Heptadecenal 14.87 11.4 ng 149314 6 15.11 261759 20.0
Oxirane, heptadecyl- 15.34 14.9 ng 194857 6 15.11 261759 20.0
Eicosane 15.53 18.5 ng 242420 6 15.11 261759 20.0
1-Nonadecene 15.59 8.1 ng 105644 6 15.11 261759 20.0
Oxirane, hexadecyl- 16.19 12.4 ng 161580 6 15.11 261759 20.0
unknown16.40 16.40 18.4 ng 240972 6 15.11 261759 20.0
unknownl16 .85 16.85 13.4 ng 175963 6 15.11 261759 20.0
unknownl17 .38 17.38 6.5 ng 85147 6 15.11 261759 20.0
unknownl17 .69 17.69 8.7 ng 113201 6 15.11 261759 20.0
1-Formyl-2,2-dime... 18.56 29.1 ng 381031 6 15.11 261759 20.0
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