LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample : H4676-17

Misc :

ALS Vial : 13 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-BF083116.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 1.735 12 13 57 rvB 3159233 8084095 100.00% 14.738%
2 4.741 273 276 293 rBVY 679954 1195875 14.79% 2.180%
3 5.187 313 315 318 rBV 2628335 4183573 51.75% 7.627%
4 6.262 406 409 417 rBvV 3131162 4673328 57.81% 8.520%
5 6.387 417 420 422 rBV 3279988 4644173 57.45% 8.466%
6 6.616 438 440 446 rBV 988423 1090674 13.49% 1.988%
7 6.776 451 454 456 rBV 2511760 3522691 43.58% 6.422%
8 7.187 487 490 492 rBvV 2756144 3150327 38.97% 5.743%
9 7.896 550 552 555 rBvV 1121088 1387726 17.17% 2.530%
10 8.982 644 647 665 rBvY 5221102 5452187 67.44% 9.940%

11 9.382 679 682 684 rBvV 710147 852246 10.54% 1.554%
12 9.645 703 705 712 rBV 1886192 1743043 21.56% 3.178%
13 10.102 743 745 746 rVB 98877 94005 1.16% 0.171%
14 10.319 761 764 767 rBV 48628 82812 1.02% 0.151%
15 10.433 771 774 776 rBV 2829751 3224398 39.89%% 5.878%

16 10.571 784 786 790 rBV 153163 200167 2.48% 0.365%
17 11.016 819 825 826 rBV 91778 105784 1.31% 0.193%
18 11.119 831 834 836 rvV 1619963 1736096 21.48% 3.165%
19 11.668 881 882 886 rvv2 131903 163263 2.02% 0.298%
20 12.319 937 939 941 rBV 91680 114926 1.42% 0.210%

21 12.537 956 958 960 rBV 87821 95793 1.18% 0.175%
22 12.697 969 972 975 rBV 3618775 4360755 53.94% 7.950%
23 13.611 1049 1052 1055 rBV 232658 313771 3.88% 0.572%
24 13.725 1060 1062 1068 rBV 1197916 1419538 17.56% 2.588%
25 14.240 1104 1107 1110 rBV 121596 212286 2.63% 0.387%

26 14.365 1115 1118 1120 rBV 68773 125854 1.56% 0.229%
27 14.525 1130 1132 1136 rBV3 41223 83863 1.04% 0.153%
28 14.651 1141 1143 1146 rVV 71360 103499 1.28% 0.189%
29 14.708 1146 1148 1153 rVB 59219 119255 1.48% 0.217%
30 14.811 1155 1157 1162 rVV2 101562 251746 3.11% 0.459%

31 14.937 1165 1168 1169 rVB 65218 98879 1.22% 0.180%
32 15.074 1177 1180 1183 rBV 964429 1123259 13.89% 2.048%
33 15.303 1198 1200 1202 rBV2 88998 102761 1.27% 0.187%
34 15.497 1215 1217 1219 rBV 133683 204852 2.53% 0.373%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample : H4676-17

Misc :

ALS Vial : 13 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-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.543 1219 1221 1224 rVB4 61132 103586 1.28% 0.189%
36 16.160 1272 1275 1278 rBV 62534 109222 1.35% 0.199%

37 16.411 1294 1297 1299 rBV 57943 123313 1.53% 0.225%
38 16.788 1327 1330 1335 rBV3 81385 199906 2.47% 0.364%

Sum of corrected areas: 54853527
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090010.D
5000000

4000000
1.74 6. 2%. 39

3000000
7.19
5. 19 6. 78

2000000

6.62

1000000 474

N /LL MLAJL

oS e e

T
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
Abundance TIC: BF090010.D

5000000 8198

4000000
12.70

3000000 10.43

2000000 9.64
11.12

7.90
1000000

9.38
10.1010 3%1&57 11. 11.67 12.3212.54
A s WS =

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090010.D

5000000

4000000

3000000

2000000

13.73 15.07

1000000

14.24 3. 54454.84.9 16.1616.41 16.79

O T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 4

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

4.74 21.93 ng 1195880 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 276 (4.741 min): BF090010.D (-273) (-) m/z 43.05 100.00%

a3
5000 59

101 IIIIIIIIIIIIIIIIIIII
| st | 69 83 | 4.40 4.60 4.80 5.00
o} SN 2SN L m/z 59.10 50.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 9 LI L L L L L L L L LB
S 4.40 4.60 4.80 5.00

m/z 101.10 15.84%

15 101
31
0 ‘ 1 N 51\‘ 83 ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

4.40 4.60 4.80 5.00

5000 m/z 58.10 15.19%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B EAREEEEE A , :
59 440 460 480 500

m/z 41.10 8.31%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF083116.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 3 unknown6.39 Concentration Rank 2

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

6.39 85.16 ng 4644170 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 420 (6.387 min): BF090010.D (-417) (-) m/z 132.10 100.00%
132
5000
68
96 IIIIIIIIIIIIIIIIIIII
40 ‘ 6.00 6.20 6.40 6.60 6.80
3 S > -|-| qrer | eus ) m/z 134.10  33.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR VR VA R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 68.05 32 .59%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.05 20.30%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.10 13.10%
5000 og 0
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 R | S
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.31 ng 200167 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 786 (10.571 min): BF090010.D (-784) (-) m/z 57.10 100.00%
g7
5000 a5
113 10.20 10.40 10.60 10.80
ob e A e M/z 43.10 71.87%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 UV SRR SUNLRE
10.20 10.40 10.60 10.80
29 m/z 71.10 56.92%
0 \‘ \‘ h\ “\ I \\‘ 1}3 il 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10,60 10.80
5000 m/z 85.10 35.80%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane A m AR
57 10.20 10.40 10.60 10.80
m/z 41.10 29.50%
5000
85
29
0 ‘\w L J 113 141 169 197 226
R L UL L L L AR AL A
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 1-Heneicosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.61 4.42 ng 313771 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202
3 1-Heptacosanol 396 C27H560

4 Heptafluorobutyric acid, n-octad... 466 C22H37F702

002004-39-9 91
000400-57-7 91

1000282-98-2 91

5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 1052 (13.611 min): BF090010.D (-1049) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
R B B o
l 139 168 191211 249 13.20 13.40 13.60 13.80 14.00
ol i AS bt 20 28— [ m/z 43.10 88.65%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 LA L I L L B L L L B
1320 1340 13.60 13.80 14.00
29 m/z 55.10 73.28%
— et e e
m/z--> 50 250 300 350
Abundance
57 83
R o o S
13.20 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 69.31%
29
o 139 168 191210 238 266 205
T e S
m/z--> 50 100 150 200 250 300 350
I I I I I

Abundance #210517: 1-Heptacosanol B B e
57 7 13.20 13.40 13.60 13.80 14.00
m/z 97.10 66.33%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378

T . T e R e

m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Cyclotetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.24 2.99 ng 212286 Chrysene-d12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
3 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 91
4 Cyclohexadecane 224 C16H32 000295-65-8 86
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 83
Abundance Scan 1107 (14.240 min): BF090010.D (-1104) (-) m/z 57.10 100.00%
57
5000 o1 \\\ANJ\VJ«A-w~/k“/\“*“/A\MJ\””
J | 155 106 242 705 14,00 1420 14.40 14.60
O B et B o B e m/z 43.10 75.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #58280: Cyclotetradecane
55
5000 o1 LR SN SR IR R
14.00 14.20 14.40 14.60
m/z 55.10 61.77%
196
0.?4.,.. LP39 N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
14,00 1420 14.40 14.60
5000 83 m/z 71.10 57 .50%
269
o 125 196 312
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241861: Triacontyl heptafluorobutyrate R AR RRRES T
57 14.00 14.20 14.40 14.60
o m/z 97.10 50.91%
- W
F39
k26 | 169 209 250282 320 362 420 465 616
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Tridecane, 6-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.81 4.48 ng 251746 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 1157 (14.811 min): BF090010.D (-1155) (-) m/z 57.10 100.00%
57
5000 85 \J\JL/[\JM\J\
113 14.40 14.60 14.80 15.00 15.20
141 252
ol | ,I.! Ay 067 105 224 207 286 313 | “m/z 43.10  69.27%
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 SRR BN SULRE UL R
14.40 14.60 14.80 15.00 15.20
m/z 71.10 60.06%
‘ 99 126 154 183
) e
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 39.84%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e B B o B
57 14.40 14.60 14.80 15.00 15.20
m/z 41.10 22 .66%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 ﬁo 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.65 ng 204852 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptacosane 380 C27H56 000593-49-7 83
4 Pentacosane 352 C25H52 000629-99-2 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 1217 (15.497 min): BF090010.D (-1215) (-) m/z 57.10 100.00%
g7
15.20 15.40 15.60 15.80
155
ol ll L13 2> 182204 231 261280299318 S€0 | m/z 71.10  62.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 LR B B B SRR
15.20 15.40 15.60 15.80
196 m/z 43.10 59.27%
ol b b RIS 1225 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.20 15.40 15.60 15.80
5000 m/z 85.10 41.35%
29 113
0 141 169 107 225 253 296 A_JL~¥JKN__/\\A\/V_~W/»N
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R EEEER RS S
57 15.20 15.40 15.60 15.80
m/z 55.10 19.53%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.20 ng 123313 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 78
2 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 64
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 64
5 1,14-Dibromotetradecane 354 C14H28Br2 037688-96-3 59
Abundance Scan 1297 (16.411 min): BF090010.D (-1294) (-) m/z 57.10 100.00%
57
5000 85
L T
129 155177196 224245 280300 329 356 16.00 16.20 16.40 16.60 16.80
- ,I.nl' m/z 71.10 65.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 AR B AR N
mmmmmmmmmm
- 13 m/z 43.10 60.25%
141
ob— “. .L I“' \l\ .”‘. H‘I .“ “. ;\ ‘Ilbtgl‘ ?'97| 2|2|5 |253| — ?96 —
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16,20 16.40 16.60 16.80
5000 m/z 85.10 42 .99%
85
o 29 111 139 169 196 225 259 289
m/z--> 55 160 150 200 250 300 3%0
Abundance #200447: Sulfurous acid, butyl heptadecy! ester A RREEEEEE S TR
57 16.00 16.20 16.40 16.60 16.80
m/z 69.10 22.17%
5000
0 ? H ‘ . Ml?g 169 210 239 273291
m/z--> m 200 250 300 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample - H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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

Concentration Rank 8

Peak Number 12 _gamma.-Sitosterol

R.T. EstConc Area Relative to ISTD R.T.
16.79 3.56 ng 199906 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 92
2 _beta.-Sitosterol 414 C29H500 000083-46-5 47
3 Ledene oxide-(11) 220 C15H240 1000159-36-7 43
4 26,27-Dinorcholesta-5,22-dien-3-... 356 C25H400 057597-10-1 38
5 Pregn-5-en-20-one, 3,21-bis(acet... 416 C25H3605 001693-63-6 35

Abundance Scan 1330 (16.788 min): BF090010.D (-1327) (-) m/z 43.10 100.00%
43
5000
356 381 M| 16140 16/60 16.80 17.00 17.20
o m/z 55.10 81.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 SRR SURBLLR BRI U U
145 414 16.40 16,60 16.80 17.00 17.20
‘ L A8 25 303 329 381 m/z 145.10 52.61%
ok \‘I h I“' ! M\“ ] ‘3;“| “. .K. . 1 354 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
16.40 16.60 16.80 17.00 17.20
5000 m/z 69.10 49.22%
81 107 414
145 213 303 329
. 173 2332%°275 354 381
mz-> 50 100 150 200 250 300 350 400
Abundance #77521: Ledene oxide-(I1) T
43 16.40 16.60 16.80 17.00 17.20
m/z 105.10 48.43%
5000
‘\ 6o 91 159
131
202
m/z--> 50 100 150 200 250 300 350 400 16,40 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090010.D

Acq On : 7 Sep 2016 17:43

Operator : UM/SJ

Sample : H4676-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.74 21.9 ng 1195880 1 6.62 1090670 20.0
unknown6 .39 6.39 85.2 ng 4644170 1 6.62 1090670 20.0
Heptadecane 10.57 2.3 ng 200167 4 11.12 1736100 20.0
1-Heneicosanol 13.61 4.4 ng 313771 5 13.73 1419540 20.0
Cyclotetradecane 14_24 3.0 ng 212286 5 13.73 1419540 20.0
Tridecane, 6-propyl- 14.81 4.5 ng 251746 6 15.07 1123260 20.0
Pentadecane, 8-he... 15.50 3.6 ng 204852 6 15.07 1123260 20.0
Heneicosane 16.41 2.2 ng 123313 6 15.07 1123260 20.0
-gamma.-Sitosterol 16.79 3.6 ng 199906 6 15.07 1123260 20.0
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