LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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-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 height area % max. total
1 2.134 3 8 16 rVB 175479 234546 8.27% 1.195%
2 5.075 505 508 522 rvB 167849 192656 6.79% 0.982%
3 5.475 572 576 593 rBV 1412386 1292989 45.59% 6.589%
4 6.481 744 747 757 rBV 824193 790365 27.87% 4.028%
5 6.622 767 771 775 rBvV 2220224 2214103 78.06% 11.283%
6 6.851 807 810 818 rBV 674408 549695 19.38% 2.801%
7 7.010 833 837 840 rBV 2400358 2147589 75.72% 10.944%
8 7.422 902 907 910 rBV 1687995 1652488 58.26% 8.421%
9 8.133 1024 1028 1034 rBV 862610 721436 25.44% 3.676%
10 8.798 1139 1141 1144 rBV 71898 59304 2.09% 0.302%
11 8.945 1160 1166 1169 rBv4 32992 43889 1.55% 0.224%
12 9.210 1206 1211 1214 rBV 3182097 2836247 100.00% 14.453%
13 9.386 1237 1241 1249 rVB6 22591 43563 1.54% 0.222%
14 9.551 1264 1269 1273 rBV5 26994 32409 1.14% 0.165%

15 9.598 1274 1277 1280 rBV 123692 101148 3.57% 0.515%

16 9.886 1318 1326 1331 rBV 813084 739591 26.08% 3.769%

17 10.092 1358 1361 1365 rVB 34982 31526 1.11% 0.161%
18 10.251 1385 1388 1390 rBv4 26887 31730 1.12% 0.162%
19 10.433 1416 1419 1424 rBV2 26256 31356 1.11% 0.160%

20 10.680 1457 1461 1467 rBV 1422932 1294738 45.65% 6.598%

21 11.374 1575 1579 1583 rBV 660725 577693 20.37% 2.944%

22 11.586 1612 1615 1622 rBV4 42933 49171 1.73% 0.251%
23 11.892 1664 1667 1672 rBV2 36494 36622 1.29% 0.187%
24 12.404 1751 1754 1761 rBV 209246 211846 7.47% 1.080%
25 12.463 1761 1764 1769 rVB3 34276 38789 1.37% 0.198%
26 12.957 1844 1848 1852 rBV 1882907 1846276 65.10% 9.408%
27 13.151 1879 1881 1888 rBV2 38289 48824 1.72% 0.249%
28 13.398 1920 1923 1926 rVB 71015 61748 2.18% 0.315%
29 13.839 1995 1998 2004 rBV3 51107 55846 1.97% 0.285%
30 13.980 2019 2022 2025 rBV 60776 52479 1.85% 0.267%

31 14.015 2025 2028 2034 rVV 573242 514733 18.15% 2.623%
32 15.492 2273 2279 2284 rBV 470096 599811 21.15% 3.057%
33 15.909 2346 2350 2357 rVB2 51213 77564 2.73% 0.395%
34 16.409 2431 2435 2442 rVB2 63864 104038 3.67% 0.530%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.003 2529 2536 2543 rVB2 49175 108544 3.83% 0.553%
36 17.697 2648 2654 2664 rVB2 47527 116799 4.12% 0.595%
37 18.515 2787 2793 2802 rBV4 26997 81798 2.88% 0.417%

Sum of corrected areas: 19623949
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF101317\

BF099446.D

13 Oct 2017 18:21

SJ/Ju

15713-10

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099446.D

6.62

5.47

6.48

5.07

7.01

6.85

7.42

| L

0
Time-->

6.00

T I
5.00 5.50 6.50

7.00

7.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.

TIC: BF099446.D

10.68

13
11.37

12.40

.46

0
88805 || 030048 10.080.280.43 1159 1189

12.96

13.40
13.15 121

Ol

Time--> 8.00

8.50 9.00

10.00

9.50 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.88.08

TIC: BF099446.D

14.02

15.49

} 15.91

16.41 17.00 17.70
VAN

18.52

Time-->

14.00

16.50 17.00 17.50

18.00

14.50 15.00 15.50

16.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 3

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

2.13 8.53 ng 234546 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 7 (2.128 min): BF099446.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /\
> 87 U UL A I I
2.20 2.30 2.40 2.50
Obrrrprrrrrrrrr el e bbb e || M7z 43.05  37.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U SRR U AR R
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 27.54%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RSN UL A I I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.10 23.05%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- EEE AR
73 2.20 2.30 2.40 2.50
m/z 41.00 11.65%
5000 55
43
27
o B M“\ 163 || 83 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 5

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

5.07 7.01 ng 192656 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF099446.D (-505) (-) m/z 43.00 100.00%
43
59
5000
1o 480 5.00 5.20 5.40
0.”,.”.,”..“..ﬁh.”?%dl,”..“..w§?”,..”,L”.,. m/z 59.00 57.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN S IR

480 5.00 5.20 5.40
59 m/z 101.10 18.31%

101
0 21 37| 53 ‘ 67 77 83 o1
A L e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 480 5.00 520 5.40
5000 m/z 58.00 15.86%
29 101
o 15 37 51 73 83 95
A o L e s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A e REam man
59 480 5.00 520 5.40
m/z 41.00 9.38%
5000 41
69 87
15 ‘ 53 | ‘ 98 "
0.”,.”.,.”.,”..,”..,”..“...“...“..w...w...w. SRARRNISRHBASE ) SV WBECERARY |
m/z--> 10 20 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 unknown6.62 Concentration Rank 1

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

6.62 80.56 ng 2214100 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF099446.D (-767) (-) m/z 132.00 100.00%
5000 68
0 4750 g || 75 g P a0a 1y 6% a0 6k0 685 700
O R e S o A m/z 68.10 37.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 UL M LSS A
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.85%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 IR A S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .95%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T BE e e e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 _.45%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.40 7.33 ng 211846 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94

5 Dichloroacetic acid, 4-hexadecyl... 352 C18H34C1202 1000282-98-1 94

Abundance Scan 1753 (12.398 min): BF099446.D (-1751) (-) m/z 55.00 100.00%
3

5000

:

159 179 12.00 12.20 12.40 12.60 12.80
m/z 83.00 90.26%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

-

5000

12.00 12.20 12.40 12,60 12.80
m/z 43.00 85.36%

196 224

153168

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
EEREE R RE S R
41 12.00 12.20 12.40 12.60 12.80
5000 111 m/z 57.00 84 .40%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1 T T T e T
55 12.00 12.20 12.40 12.60 12.80
m/z 69.05 68.95%
4
5000
ol 28 b A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 4,8,12,16-Tetramethylheptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.40 ng 61748 Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 90
2 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 53
3 Tripropyl phosphate 224 C9H2104P 000513-08-6 50
4 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 50
5 Hexanamide, N-allyl- 155 C9H17NO 1000340-13-9 50
Abundance Scan 1923 (13.398 min): BF099446.D (-1920) (-) m/z 99.00 100.00%
9o
5000
43
69 6
151 173 13.00 13.20 13.40 13.60 13.80
o 0.2 m/z 43.00  34.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164514: 4,8,12,16-Tetramethylheptadecan-4-olide WMWJL
i W
5000 43 SR BN BN IR
13.00 13.20 13.40 13.60 13.80
69 m/z 55.00 28.21%
0 ‘ ‘ I A ‘\‘L 151167184203221 254 306324
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
13.00 13.20 13.40 13.60 13.80
5000 43 m/z 57.00 25.47%
71
27 7 182
0 138154 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81478: Tripropyl phosphate e o
99 13.00 13.20 13.40 13.60 13.80
m/z 69.05 20.76%
5000 43
141
27 123 183
0 || 59 82 | ) 165 ‘ 209225
m/z--> 25 45 60 éo 160 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.17 ng 55846 Chrysene-di2 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1998 (13.839 min): BF099446.D (-1995) (-) m/z 43.05 100.00%
69 o
5000
185 209 - 13,60 13.80 14.00 14.20
o} m/z 57.05 99.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
5000 L S SIS I SR
13.60 13.80 14.00 14.20
m/z 55.00 88.20%
0 ‘. | u “ ‘\ M \139 |1|§2| 2]l-0| ; |25|5| — —— 356
m/z--> 200 250 300 350 400
Abundance
57
8 HRIRA AU SR BRI SR
13.60 13.80 14.00 14.20
5000 11 m/z 69.10 79.53%
29 169
O L L e T B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R AR Em s
57 13.60 13.80 14.00 14.20
83 m/z 83.10 74 _.43%
5000 11
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.59 ng 77564 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2350 (15.909 min): BF099446.D (-2346) (-) m/z 57.10 100.00%

5000

15.60 15.80 16.00 16.20

(o} m/z 71.05 78.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L L LB L |
15.60 15.80 16.00 16.20
13 m/z 85.05 58.29%
oL 2 |y T 360 211 239 267 295 323 352
T T SSRGS il s AL G S e
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e e
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 50.98%
113
ol29 141 169 197 225 253 281 309 337 365 393 422
e o S e LRt A L N2
miz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane e A RERREEEEE
57 15.60 15.80 16.00 16.20
m/z 99.00 23.32%
5000 85
29 113
oL, Ly 4T 169 197 225 253 281 309 337 365 394
N B e L
miz--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.47 ng 104038 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2435 (16.409 min): BF099446.D (-2431) (-) m/z 57.05 100.00%
57
5000 T \,AﬂAmwM*~W¢]\mdwﬁﬂ¢wdkﬂwy
NI AU SUNA
137155 183 295 265 16.00 16.20 16.40 16.60 16.80
ol L1 " -' AR 2 m/z 71.05  69.35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R B A BN
16 00 16. 20 16. 40 16. 60 16 80
m/z 43.10 51.84Y%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
16,00 16,20 16.40 16.60 16.80
5000 85 m/z 85.05 50.16%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #185533: Pentacosane A B M,
57 16.00 16.20 16.40 16.60 16.80
m/z 99.10 17.47%
5000 85
113
oL 2Ly [ | M1 169189211 239 267 205 323 352
m/z--> 5'0 100 150 2(')0 251;0 3(')0 351;0 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.00 3.62 ng 108544 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 87
2 Triacontane 422 C30H62 000638-68-6 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2535 (16.998 min): BF099446.D (-2529) (-) m/z 57.00 100.00%
16.60 16.80 17.00 17.20 17.40
(o} m/z 71.05 68.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 LRI UL SR SN I
16.60 16.80 17.00 17.20 17.40
13 m/z 43.00 58.23%
L% LM e 169 107 225 567 0 365 303
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.60 16.80 17.00 17.20 17.40
5000 85 m/z 85.05 56.05%
113 14
oL29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane AL B o B IR
57 16.60 16.80 17.00 17.20 17.40
m/z 99.10 22 .84%
5000 85
113
oL 2| Ly L Mt ae0 211 239 267 205 323 352 ]
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.70 3.89 ng 116799 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2654 (17.697 min): BF099446.D (-2648) (-) m/z 57.00 100.00%
5000 w’/\w
113 L BN DU BUULN BN
155179 221 282 17.40 17.60 17.80 18.00
0! m/z 71.05 73.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LRELE ISR SIS BN B
17.40 17.60 17. 80 18 00
‘ m/z 85.10 53.47%
29
ol b i h\ W ‘1‘39 197 225 258 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
| 17.40 17.60 17.80 18.00
5000 85 m/z 43.05 39.82%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #185533: Pentacosane e R BRREs RS
57 17.40 17.60 17.80 18.00
m/z 55.00 18.60%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 1f40 1760 1780 1800
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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

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 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.52 2.73 ng 81798 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2794 (18.521 min): BF099446.D (-2787) (-) m/z 57.05 100.00%
57
i VWWwMWwMWf\“NWMLMWW
5000
| i “L 141 169 282 18.20 18.40 18.60 18.80
0..:,”.. bbbk e ey M/z 71.10  67.01%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 U SR DAL BUER BURRN
mmmmmmmm
29 m/z 43.05 55.21%
oLl h i M L ‘141 169,197 225 253 281 309 337 365 394
m/z--> §o 100 150 260 2%0 360 3%0 460 '
Abundance
57
18.20 18.40 18.60 18.80
5000 85 m/z 85.05 52.39%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #194494: Hexacosane LI L L L L N B
57 18.20 18.40 18.60 18.80
m/z 99.00 20.80%
5000 85
113
L2 || | 777,242 169 197 225 253 205 366
m/z--> §o 160 1éo 260 2%0 360 3%0 460 ! 18.20 18.40 18.60 18.80

8270-BF092317.M Mon Oct 16 01:24:05 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099446.D

Acq On : 13 Oct 2017 18:21

Operator : SJ/JU

Sample : 15713-10

Misc :

ALS Vial : 9 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... 2.13 8.5 ng 234546 1 6.85 549695 20.0
2-Pentanone, 4-hy... 5.07 7.0 ng 192656 1 6.85 549695 20.0
unknown6.62 6.62 80.6 ng 2214100 1 6.85 549695 20.0
Cyclohexadecane 12.40 7.3 ng 211846 4 11.37 577693 20.0
4,8,12,16-Tetrame... 13.40 2.4 ng 61748 5 14.02 514733 20.0
Pentafluoropropio... 13.84 2.2 ng 55846 5 14.02 514733 20.0
Pentacosane 15.91 2.6 ng 77564 6 15.49 599811 20.0
Heneicosane 16.41 3.5 ng 104038 6 15.49 599811 20.0
2-methyloctacosane 17.00 3.6 ng 108544 6 15.49 599811 20.0
Eicosane 17.70 3.9 ng 116799 6 15.49 599811 20.0
Octacosane 18.52 2.7 ng 81798 6 15.49 599811 20.0
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