LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample - 13950-04

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-BF070117 .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 4.928 479 483 492 rVB 492976 661921 17.76% 1.823%
2 5.351 549 555 558 rBV 3461232 3530783 94.72% 9.725%
3 6.369 723 728 732 rVB 3074727 3727541 100.00% 10.267%
4 6.504 746 751 754 rBV 3521826 3518118 94.38% 9.690%
5 6.581 759 764 770 rVB 119696 114921 3.08% 0.317%
6 6.734 786 790 793 rBV 1353399 1100876 29.53% 3.032%
7 6.892 812 817 820 rVB 2629561 2465076 66.13% 6.790%
8 7.087 847 850 854 rvB2 38247 39135 1.05% 0.108%
9 7.134 854 858 861 rBV2 53296 49153 1.32% 0.135%
10 7.292 879 885 888 rBV 2359915 2320413 62.25% 6.391%
11 7.345 890 894 897 rvB 196014 160335 4_30% 0.442%
12 7.381 897 900 905 rvB2 47667 51862 1.39% 0.143%
13 7.716 952 957 959 rBvV2 49959 59137 1.59% 0.163%
14 7.781 965 968 971 rBvV 70830 55134 1.48% 0.152%
15 7.822 971 975 978 rBvV 55165 50771 1.36% 0.140%
16 8.016 1003 1008 1011 rBV 2057541 1889119 50.68% 5.203%
17 8.092 1019 1021 1024 rVB 118015 78667 2.11% 0.217%
18 8.187 1033 1037 1041 rBvV2 31526 40691 1.09% 0.112%
19 8.339 1055 1063 1066 rVvv3 114812 244933 6.57% 0.675%
20 8.375 1066 1069 1071 rVB 99830 79871 2.14% 0.220%

21 8.404 1071 1074 1078 rVB 181796 174204 4.67% 0.480%
22 8.451 1078 1082 1087 rBV 232512 264854 7.11% 0.730%
23 8.622 1107 1111 1114 rBV 743767 641217 17.20% 1.766%

24 8.716 1124 1127 1130 rVB2 69098 95532 2.56% 0.263%
25 8.822 1142 1145 1149 rVB3 51203 60485 1.62% 0.167%
26 8.904 1156 1159 1160 rBV 89017 74462 2.00% 0.205%
27 8.922 1160 1162 1165 rvv2 76060 82487 2.21% 0.227%
28 8.951 1165 1167 1169 rVB 68301 48536 1.30% 0.134%
29 8.986 1169 1173 1176 rVB 96819 90633 2.43% 0.250%
30 9.022 1176 1179 1182 rBV 78390 73108 1.96% 0.201%
31 9.051 1182 1184 1186 rVB 72929 51524 1.38% 0.142%

32 9.092 1186 1191 1194 rBV 3444458 3058376 82.05% 8.424%
33 9.186 1203 1207 1211 rVB 391400 356812 9.57% 0.983%
34 9.481 1254 1257 1260 rVvVv 688559 540959 14.51% 1.490%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample - 13950-04

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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.710 1293 1296 1299 rVB 153603 122724 3.29% 0.338%

36 9.769 1300 1306 1309 rBV 1514133 1504319 40.36% 4.143%

37 9.969 1338 1340 1344 rVB2 46652 37858 1.02% 0.104%
38 10.175 1367 1375 1378 rBV6 20571 40723 1.09% 0.112%
39 10.210 1378 1381 1384 rVB 165227 132277 3.55% 0.364%
40 10.433 1414 1419 1421 rBV 38732 46464 1.25% 0.128%

41 10.551 1434 1439 1442 rBV 1921901 1796644 48.20% 4.949%
42 10.680 1458 1461 1468 rVB 165935 190915 5.12% 0.526%

43 11.127 1534 1537 1540 rVv2 108243 85332 2.29% 0.235%
44 11.245 1553 1557 1560 rBV 1539087 1309915 35.14% 3.608%
45 11.557 1607 1610 1615 rBV2 57715 62716 1.68% 0.173%
46 11.780 1644 1648 1652 rBV2 186828 201575 5.41% 0.555%
47 11.963 1674 1679 1683 rVB 50766 57990 1.56% 0.160%
48 12.292 1732 1735 1738 rVB3 37398 37314 1.00% 0.103%
49 12.345 1742 1744 1747 rVB 59922 56150 1.51% 0.155%
50 12.451 1759 1762 1766 rBV2 46322 54775 1.47% 0.151%
51 12.563 1778 1781 1788 rBV4 57459 71546 1.92% 0.197%
52 12.722 1805 1808 1810 rBV 47675 44059 1.18% 0.121%
53 12.827 1822 1826 1830 rBV 2045179 1902521 51.04% 5.240%
54 13.074 1865 1868 1870 rBV 62835 53168 1.43% 0.146%
55 13.310 1906 1908 1914 rVB 81499 72786 1.95% 0.200%
56 13.416 1923 1926 1929 rVB 49150 41913 1.12% 0.115%

57 13.727 1976 1979 1989 rBV 316522 367927 9.87% 1.013%
58 13.868 1999 2003 2006 rBV 903479 857475 23.00% 2.362%

59 14.057 2031 2035 2038 rBV 63885 80929 2.17% 0.223%
60 14.363 2084 2087 2092 rBV 53690 69261 1.86% 0.191%
61 14.457 2100 2103 2109 rBvVS 28683 61771 1.66% 0.170%
62 14.663 2135 2138 2142 rBV3 46593 64968 1.74% 0.179%
63 14.727 2147 2149 2151 rVB 55488 40676 1.09% 0.112%
64 14.980 2188 2192 2195 rBV3 50110 58969 1.58% 0.162%
65 15.163 2220 2223 2228 rBV 37548 46481 1.25% 0.128%
66 15.280 2239 2243 2248 rBV 644878 797138 21.39% 2.196%
67 15.333 2250 2252 2256 rVB3 43828 43347 1.16% 0.119%
68 16.774 2493 2497 2498 rBV4 29593 41895 1.12% 0.115%
Sum of corrected areas: 36306167
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Data Path
Data File

Acq On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

BF096412.D

LSC Report - Integrated Chromatogram

2 Jul 2017 13:25

- SJ/NMA
- 13950-04

9 Sample Multiplier: 1

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

Z:\HPCHEMI\BNA_F\DATA\BF070217\

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096412.D

4.93

5|35

6.37

6.89

6.73

7.29

0
Time-->

5.00

5.50 6.

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.02

8.62

9.48

9.77

9. 10.21
A 94;97'10;"17 10.4

TIC: BF096412.D

10.55

11.25

10.68 11.1 11
J} \ 1]}156

12.83

.78
11.96 12288135027

P 13.07138.42

Time-->

10.00

10.50 11.00 11.50

12.00 12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

5000008.

0

13.87

TIC: BF096412.D

Time-->

14.00 14.50

15.00

15.50

16.00

17.00 17.50 18.00 18.50

16.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 12.03 ng 661921 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 483 (4.928 min): BF096412.D (-479) (-) m/z 43.00 100.00%
43
5000 59
101 DSBS SRS SRR
4.60 4.80 5.00 5.20
e Sl 839 88 | h/z 59.00  50.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 460 480 500 520
m/z 101.10 14 .60%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.10 13.26%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B e e
43 4.60 4.80 5.00 5.20
m/z 41.00 8.73%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknown6.50 Concentration Rank 1

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

6.50 63.91 ng 3518120 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF096412.D (-746) (-) m/z 132.00 100.00%
32
5000 68
6 I
75 104 6.20 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘?,!!..61 |.| S 1 A Mo - N m/z 68.10 40.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 )
5000 AR LR L S
6.20 6.40 6.60 6.80
78 m/z 134.00 32.30%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 25.89%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e e
132 6.20 6.40 6.60 6.80

m/z 69.05 15.58%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Nonane, 2-methyl- Concentration Rank 12

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

6.58 2.09 ng 114921 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2-methyl- 142 C10H22 000871-83-0 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
4 Decane 142 C10H22 000124-18-5 59
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 58

Abundance Scan 764 (6.581 min): BF096412.D (-759) (-) m/z 43.05 100.00%
a3 57
5000
71
| & 6.20 6.40 6.60 6.80 7.00
ol s aa S e700 96170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19164: Nonane, 2-methyl-
43 g7
5000
29 71 6.20 6.40 6.60 6.80 7.00
85 og m/z 41.05 42 .26%
H | M‘ 13 14
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220
Abundance
43 57
6.20 6.40 6.60 6.80 7.00
5000 1 m/z 71.10 27.23%
85
29
99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19182: Octane, 3,5-dimethyl- A R e
57 6.20 6.40 6.60 6.80 7.00
43 m/z 85.10 18.76%
5000 71
29 85 99 113
IO 0 =27 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Undecane Concentration Rank 9

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

7.35 2.91 ng 160335 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Tridecane 184 C13H28 000629-50-5 83
3 Nonadecane 268 C19H40 000629-92-5 78
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 895 (7.351 min): BF096412.D (-890) (-) m/z 57.05 100.00%
43 7
5000 71
85
7.00 7.20 7.40 7.60
99
12 m/z 43.00 84.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28421: Undecane
[T M
5000 71 WM
a5 7.00 7.20 7.40 7.60
29 m/z 71.05 41 .80%
15 “ ‘ \ \‘ \‘ 9H9 113127 156
m/z--> 25 Jo éo 86 160 150 1&0 1éo 180 200 220 250 2éo
Abundance
43 57
7.00 7.20 7.40 7.60
5000 71 m/z 41.00 31.56%
29 85
99113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane T
57 7.00 7.20 7.40 7.60
43 71 m/z 85.10 25.34Y%
85
5000
29 99
1 I 113127141155169183197 268
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 24'10 2('30 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Dodecane, 5-methyl- Concentration Rank 11

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

8.34 2.59 ng 244933 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 78
2 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 78
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 72
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 59

Abundance Scan 1063 (8.339 min): BF096412.D (-1055) (-) m/z 43.05 100.00%
43
57
5000 71 8
08 126 8.00 8.20 8.40 8.60
SN -,..'-:.,I-...'-,..“.2.,.'...,....,1?“?..1?0... m/z 57.05 75.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48845: Dodecane, 5-methyl-
43
5000 >7 a5
71 8.00 8.20 8.40 8.60
29 m/z 85.05 49.84%
L 98 113 126 169
mz> 30 A 60 8 a0 1o 140 ik 1o
Abundance
43
57
8.00 8.20 8.40 8.60
5000 7 m/z 71.05 46.79%
85
29
9 113 127
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48880: Undecane, 2,4-dimethyl-
43 8.00 8.20 8.40 8.60
m/z 41.10 33.90%
57 85
5000
71
29 ‘
Lo Joo 99 113 126 141 155 169 184
m/z--> 20 4'0 60 80 100 150 140 160 180 800 8.0 840 860
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Hexadecane, 7-methyl- Concentration Rank 10

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

8.45 2.80 ng 264854 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 64

Abundance Scan 1082 (8.451 min): BF096412.D (-1078) (-) m/z 57.05 100.00%
g7
5000

8.20 8.40 8.60 8.80
m/z 43.05 49_77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94353: Hexadecane, 7-methyl-
57
71
43
5000
8.20 8.40 8.60 8.80
112 m/z 71.10 44 .63%
LHMHJ\MMMmmmmMm
T T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
8.20 8.40 8.60 8.80
5000 43 n m/z 41.05 28.74%
29 85
98 113 157 141 155 169 184
R B L e R e o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl- e R e e A
57 8.20 8.40 8.60 8.80
m/z 55.95 23.31%
5000 43
71
98
N | | 85 °° 113137 141154 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Hexadecane Concentration Rank 5

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

8.62 6.79 ng 641217 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
5 Undecane 156 C11H24 001120-21-4 59

Abundance Scan 1111 (8.622 min): BF096412.D (-1107) (-) m/z 57.05 100.00%
43 9
5000 71
85
99 8.20 8.40 8.60 8.80 9.00

b 12126 141085 484 | Tn/z 43.05  84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

57

5000 &
820 8.40 860 880 9.00

29‘ & m/z 71.10 42.53%
I

Do L, | 99113127141 155 169 183 197 226
e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 820 8.40 8.60 8.80 9.00
5000 g5 m/z 41.05 34.52%
29 140
9 111 155 169
o e B 2 = & R
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester e R AR an e L]
57 820 8.40 8.60 8.80 9.00
m/z 85.10 26.45%
43 71
5000 85
29 113
miz--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.91 ng 190915 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1461 (10.680 min): BF096412.D (-1458) (-) m/z 57.05 100.00%
g7
5000
4 85
127 169184 10.40 10.60 10.80 11.00
,,'| ,..":.,J...-',.l.l..z,.1...,..1?f‘,.... e || M7z 43.05 71.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57 J
5000 L L BULLLN BRI UL
85 mmmmmmnm
4 m/z 71.05 49.13%
20‘ \‘ ‘\ \‘ i A 113 141156 184
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§0 300
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 31.85%
41 85
26 113 141 169184 226
mw‘wmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane e A e A
57 10.40 10.60 10.80 11.00
m/z 41.00 30.97%
5000 4 35

15 ] | “ | MR 1 e 17 225 253268 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.08 ng 201575 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 58
Abundance Scan 1648 (11.780 min): BF096412.D (-1644) (-) m/z 43.10 100.00%
60 73
5000
129
J[ ¥ U5 | wsram 12 213, || 1140 1160 1180 1200
m/z 73.00 79.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 AR S RN

11.40 11.60 11.80 12.00

m/z 59.95 77.76%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00
5000 29 129 m/z 57.00 77.25%
' 15 oh 214
101 143157 = 185
R B B B A Banaaa e RARRARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B e
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 69.23%
5000 129
29
199
143 157171185 242
15
e A BEASE B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample : 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 8.58 ng 367927 Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1979 (13.727 min): BF096412.D (-1976) (-) m/z 57.05 100.00%
g7
83
5000
ISR N SN BN UGS
139 13.40 13.60 13.80 14.00
— ‘ A 101182 223295 m/z 43.05 88.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LA AR SN SRS
13.40 13.60 13.80 14.00
29 125 m/z 55.00 86.17%
L m \‘ LL 147 \ 196224, 60 e
m/z--> 50 200 250 300 350 400
Abundance
57
97 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 m/z 69.05 65.73%
29 125
154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane R e e
57 13.40 13.60 13.80 14.00
97 m/z 83.10 64 .95%
5000
29 125
Ll ‘ | 154 196 224 269 30
m/z--> 50 100 150 2(')0 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070217\
Data File : BF096412.D

Acq On 2 Jul 2017 13:25

Operator : SJ/MA

Sample - 13950-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 .93 12.0 ng 661921 1 6.73 1100880 20.0
unknown6 .50 6.50 63.9 ng 3518120 1 6.73 1100880 20.0
Nonane, 2-methyl- 6.58 2.1 ng 114921 1 6.73 1100880 20.0
Undecane 7.35 2.9 ng 160335 1 6.73 1100880 20.0
Dodecane, 5-methyl- 8.34 2.6 ng 244933 2 8.02 1889120 20.0
Hexadecane, 7-met... 8.45 2.8 ng 264854 2 8.02 1889120 20.0
Hexadecane 8.62 6.8 ng 641217 2 8.02 1889120 20.0
Tridecane 10.68 2.9 ng 190915 4 11.25 1309920 20.0
n-Hexadecanoic acid 11.78 3.1 ng 201575 4 11.25 1309920 20.0
Heptafluorobutyri... 13.73 8.6 ng 367927 5 13.87 857475 20.0
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