LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.678 6 8 13 rvv 109744 153643 6.24% 0.734%
2 1.793 17 18 58 rvB 983110 2462147 100.00% 11.760%
3 2.524 80 82 86 rvB 32523 52740 2.14% 0.252%
4 4.867 285 287 292 rBV 67237 98386 4 _.00% 0.470%
5 5.302 323 325 328 rBVY 1183995 1642150 66.70% 7.844%
6 6.170 398 401 403 rBV 32187 28367 1.15% 0.135%
7 6.353 414 417 420 rBV 1249010 1646277 66.86% 7.863%
8 6.479 425 428 430 rBY 1688067 1626117 66.04% 7.767%
9 6.707 446 448 450 rBV 416339 415500 16.88% 1.985%
10 6.867 459 462 464 rVB 1508101 1303691 52.95% 6.227%

11 7.279 495 498 500 rBV 1163069 1144650 46.49% 5.467%
12 7.748 536 539 541 rvVB2 41135 43315 1.76% 0.207%
13 7.999 558 561 563 rBvV 616483 579474 23 .54% 2.768%
14 9.073 652 655 658 rBB 2034496 1828417 74.26% 8.733%
15 9.473 687 690 692 rVB 187394 225068 9.14% 1.075%

16 9.748 711 714 716 rBV 642051 583294 23.69% 2.786%
17 10.193 749 753 754 rBV 30135 31216 1.27% 0.149%
18 10.388 768 770 771 rBV 121222 108849 4.42% 0.520%
19 10.525 780 782 785 rBv2 825210 1040573 42.26% 4_.970%
20 10.582 785 787 790 rvVv 286410 318959 12.95% 1.524%

21 10.662 792 794 798 rVB 39287 46779 1.90% 0.223%
22 11.108 829 833 834 rBvV 29424 29233 1.19% 0.140%
23 11.222 840 843 844 rBV 577444 522570 21.22% 2.496%
24 11.245 844 845 846 rvV 63511 43969 1.79% 0.210%
25 11.291 846 849 851 rVB 21657 26674 1.08% 0.127%

26 12.422 946 948 950 rBV 159324 130217 5.29% 0.622%
27 12.651 964 968 969 rBV 122602 176142 7.15% 0.841%
28 12.685 969 971 979 rvVv 352878 535169 21.74% 2.556%
29 12.799 979 981 984 rVB 1082660 1452551 59.00% 6.938%

30 12.982 992 997 998 rBV 14505 25486 1.04% 0.122%
31 13.051 998 1003 1004 rBV3 15774 33259 1.35% 0.159%
32 13.588 1048 1050 1052 rBVZ2 20964 29476 1.20% 0.141%

33 13.702 1058 1060 1064 rVB2 94100 127957 5.20% 0.611%
34 13.840 1069 1072 1079 rBV2 517170 628713 25.54% 3.003%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.942 1079 1081 1083 rBV3 13910 25801 1.05% 0.123%
36 14.034 1087 1089 1092 rvv4 12945 31476 1.28% 0.150%
37 14.091 1092 1094 1096 rVB 22549 25900 1.05% 0.124%
38 14.342 1111 1116 1122 rBV4 75422 230978 9.38% 1.103%
39 14.754 1150 1152 1157 rVB2 50722 61670 2.50% 0.295%

40 14.834 1157 1159 1163 rBVY 84735 150967 6.13% 0.721%

41 14.948 1165 1169 1172 rBV2 68231 165162 6.71% 0.789%

42 15.108 1181 1183 1185 rVB 45801 65903 2.68% 0.315%
43 15.154 1185 1187 1189 rBV 50309 62104 2.52% 0.297%
44 15.211 1190 1192 1195 rBV 226890 346217 14.06% 1.654%
45 15.645 1228 1230 1232 rBV 64034 94450 3.84% 0.451%
46 15.691 1232 1234 1240 rVB5 24278 51534 2.09% 0.246%
47 16.343 1289 1291 1297 rVB3 32052 71055 2.89% 0.339%
48 16.503 1302 1305 1311 rvB2 29841 81022 3.29% 0.387%
49 16.606 1312 1314 1317 rBV 23086 43163 1.75% 0.206%
50 16.880 1336 1338 1346 rVB 26346 63120 2.56% 0.301%
51 17.017 1347 1350 1354 rBV5 31787 85025 3.45% 0.406%
52 17.588 1397 1400 1409 rVB4 28889 96061 3.90% 0.459%
53 17.909 1426 1428 1436 rVB7 15170 43249 1.76% 0.207%
Sum of corrected areas: 20935885

8270-BF063016.M Tue Jul 12 17:57:09 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO071116\

BF088911.D

11 Jul 2016 20:52

UM/SsJ

H3921-04

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

1.68

o\

1.79

2.52

TIC: BF088911.D

5.30

4.87

6.48
6.87

6.35
7.28

6.71

6.17

0

Time-->

o
2.00

2.50

3.00

3.50

T T
4.00 4.50 5.00

5.50

I IAI T T

6.00

7.00

6.50 7.50

Abundance
2000000

1500000

1000000

500000

A

9

8.00

07

7.75

9.47

9.75

TIC: BF088911.D

10.52

11.22

.58

10.3
10.19 | ||A0.66 11.44+2%9

12.80

12.64
12421565

121385 13

0

Time-->

8.50

T
8.00

9.00

9.50

A
LENN B B B B B S R B N B S R

10.50 11.00

10.00

11.50

12.50 13.00

12.00

Abundance
2000000

1500000

1000000

500000

13.84

TIC: BF088911.D

16.361%)61 16.88.02

17.59 17.091

Time-->

14.00 14.50

15.00

15.50

17.00

16.00 16.50

17.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

252 2.54ng 52740  1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 83
2 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 64

3 Isopropvl isothiocvanate 101 C4H7NS 002253-73-8 33
4 4-Ethoxv-2-butanone 116 C6H1202 060044-74-8 23
5 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 9
Abundance Scan 82 (2.524 min): BF088911.D (-80) (-) m/z 43.10 100.00%
43
101
5000
72 IIIIIIIIIIIIIIIIIII
| 59 o 220 240 2.60 2.80
O T B e o e o BT B m/z 101.10 62 .80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43
5000 101 B L o e  EEmman
2.20 2.40 2.60 2.80
. 72 m/z 42.10 26.79%
o158 2B 8692 | 115
B B o o B B e B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
———
101 2.20 2.40 2.60 2.80
5000 29 55 m/z 72.10 24 .14%
72
87
15
37 49 | |61
O T S e B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4051: Isopropyl isothiocyanate R Al By m
3 101 2.20 2.40 2.60 2.80
m/z 41.10 20.65%
5000
60
86
54 70
I I [ [ T [ [ I I | I | | T I I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4._.87 4.74 ng 98386 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 287 (4.867 min): BF088911.D (-285) (-) m/z 43.10 100.00%
43
59
5000
i ik ako 5bo Sk
83 : : :
o.”,..”,..”,.”.U:h??.ﬂj,”..,”..,m..,”.:i...“ m/z 59.10 61.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R LN LN L

460 4.80 5.00 5.20
59 m/z 101.10 21.98%

101
0 21 37| 53 ‘ 67 77 83 o1
T B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e e
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.64%
101
15 31 58
0 25 37 51 69 86
A oA B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B Rmma e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.77%
5000 41
69 87
15 \ 53 | 98
0...,....,....,....|....|....|....|....|....|....|....|. R EEAEEEES e
m/z--> 10 20 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown6.48 Concentration Rank 2

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

6.48 78.27 ng 1626120 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 428 (6.479 min): BF088911.D (-425) (-) m/z 132.00 100.00%
132
5000 68
96 ISR RS LR LR
40 54 81 115 6.20 6.40 6.60 6.80
0 m/z 68.10 46.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LR LR
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 29.64%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine T ./.\, T AT
132 6.20 6.40 6.60 6.80
m/z 69.10 19.38%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzenesulfonamide, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.39 3.73 ng 108849 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 95
2 Gluconic acid 196 C6H1207 000526-95-4 53
3 4-(2-Aminoethvl)benzenesulfonamide 200 C8H12N202S 035303-76-5 50
4 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 9
5 Formic acid, phenylmethyl ester 136 C8H802 000104-57-4 9
Abundance Scan 770 (10.388 min): BF088911.D (-768) (-) m/z 90.10 100.00%
106
5000 o5
39 77 137 171 U BN NN SO BN
51 121 154 10.00 10.20 10.40 10.60 10.80
0 A e e o m/z 91.10 72.51%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #39304: Benzenesulfonamide, 2-methyl-
90
106
5000 AR B RN SN
65 10.00 10.20 10.40 10.60 10.80
39 171 m/z 106.10 72 .24%
BE A S
ol A e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73 90
ABARARRA AR AR RARAR A
43 6l 10.00 10.20 10.40 10.60 10.80
5000 103 m/z 65.10 36 .55%
133
o 119 150161 179 106
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #61552: 4-(2-Aminoethyl)benzenesulfonamide
30 10.00 10.20 10.40 10.60 10.80
m/z 89.10 35.28%
5000 90
L L8t T Mus  ga 154 171182 200
mz-> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.07 ng 127957 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1060 (13.702 min): BF088911.D (-1058) (-) m/z 57.10 100.00%

7

5000

3

13.40 13.60 13.80 14.00
m/z 83.10 99.38%

167 191 215

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester

69

-

5000 LA L L L L L L L L
13. 40 13. 60 13. 80 14. OO
125 m/z 43.10 96.77%
0 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R
13.40 13.60 13.80 14.00
5000 111 m/z 55.10 95.90%
29
0 ST 86, 28 266 208 JJW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R  ERmmaT B
83 13.40 13.60 13.80 14.00
m/z 69.10 86.74%
- /w//\w
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Pentadecanethiol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.34 7.35 ng 230978 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 92
2 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 70
3 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 70
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 70
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 70
Abundance Scan 1116 (14.342 min): BF088911.D (-1111) (-) m/z 57.10 100.00%
5000
111
- 1400 1450 1440 1450
O I m/z 43.10 78.47%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97496: 1-Pentadecanethiol
55 83
5000 U SN UL BSUIL UL B
29 111 244 mmmmmmmm
210 m/z 83.10 78.44Y%
H 139 182
ol H\! .‘.l....“‘....|....|....|....|....|..
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o7 14.00 14.20 14.40 1460
5000 m/z 55.10 74 .25%
125
029 153181 222250278306 336364 409 460
miz--> 0 55 160 1%0 200 250 300 3éo 460 4éo 560
Abundance #237739: Hexacosy! pentafluoropropionate R R Bmman
57 14.00 14.20 14.40 14.60
m/z 71.10 67.43%
97
5000
125
0 29 || 153181 222950278306 336364 409 510
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 4&'30 5(')0 14. oo 14 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.56 ng 61670 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 70
2 Pentadecanal- 226 C15H300 002765-11-9 64
3 1.19-Eicosadiene 278 C20H38 014811-95-1 58
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 55

Abundance Scan 1152 (14.754 min): BF088911.D (-1150) (-) m/z 57.10 100.00%

8

:

5000

110 254

14.40 14.60 14.80 15.00
m/z 82.10 90.42%

124133 158 183 206 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal

-

5000

I I I
14.40 14.60 14.80 15.00
0,
110124138 ypy 250 m/z 43.10 80.71%
152 166180194 208 236

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ~/AMAN,,4f\~A\fvj\RV“NNAA
Abundance
57 82
41
e
96 14.40 14.60 14.80 15.00
5000 m/z 55.10 69.92%
27 109
. 124137152
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene R e R B
55 14.40 14.60 14.80 15.00
41 m/z 83.10 63.04%
69
5000 82 6

-

109

20 ] 123 138152165 180194208222 236250263 278
el

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

o

T T T
14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 9.54 ng 165162 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 86
Abundance Scan 1169 (14.948 min): BF088911.D (-1165) (-) m/z 57.10 100.00%
57 97
5000 Nv,mﬁ\wjtxf\f\~»~w~\an\_}
125 L B BRI BN B B
‘ 154174 197 223 257, 14.60 14.80 15.00 15.20
ob——— Ikl m/z 97.10 87.14%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 L B SRR BN B
14 60 14. 80 15.00 15.20
2 m/z 83.10  86.26%
m/z--> 50 2éo 360 3%0
Abundance
57 97
14.60 14.80 15.00 1520
5000 m/z 43.10 85.37%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #227401: Heptadecy! heptafluorobutyrate e REREE
57 14.60 14.80 15.00 15.20
83 m/z 69.10 78.09%
5000
111
29 169 238
R o s . B N
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.65 5.46 ng 94450 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 1230 (15.645 min): BF088911.D (-1228) (-) m/z 57.10 100.00%
57
T AA\/\_‘LJ
5000
LRI B BN SURIURA SUM
141 122183 243 266 15.40 15.60 15.80 16.00
ol ,I'.-l. : 63155201 m/z 71.10 76.40%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B BN SURIURA SUM
15.40 15.60 15.80 16.00
m/z 43.10 56.50%
29 ‘ \113 141 169 282
0 . “: ‘:‘ I“I “U\ Iwhwl hl IH‘ \‘I l‘ w\l “: |‘:|I-9|7|2|2|5|2|53| . I\ T
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 54 _27%
29
0 113 141 169 197 225 253 281 309 337 365 394 \NAL\Vlbxxﬂj\\\wf\_ﬂaffk
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane AN maa T e
57 15.40 15.60 15.80 16.00
m/z 55.10 22.65%
5000 85
. 29 ] || M 141 169 107 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3éo ' 1540 1560 15%0 1&50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 12-Bromo-1-dodecanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.98 ng 51534 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Bromo-1-dodecanol 264 C12H25Br0O 003344-77-2 53
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 53
3 Bicvclol3.1.11heptan-3-one. 2-et... 166 C11H180 1000163-95-8 41
4 4 .5-Dihvdro-1H-pvrazole trifluor... 166 C5H5F3N20 1000372-96-5 35
5 Fumaric acid, 8-chlorooctyl decy... 402 C22H39CI104 1000348-53-7 22
Abundance Scan 1234 (15.691 min): BF088911.D (-1232) (-) m/z 97.10 100.00%

5000

166 216231245259 282 I e
193 15.40 15.60 15.80 16.00

o] m/z 83.10 86.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113579: 12-Bromo-1-dodecanol
55 69 83
97
41
5000 LA L L L L L LN
15.40 15. 60 15. 80 16. 00
162 m/z 69.10 75.91%
ol 2 176190205220 247
RERRREERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83 97
R RS
15.40 15.60 15.80 16.00
5000 41 171 m/z 55.10 50.34%
111
27
0 125 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35096: Bicyclo[3.1.1]heptan-3-one, 2-ethyl-6,6-dimethy!- e e ERRmS R
69 15.40 15.60 15.80 16.00
97 m/z 43.10 47 .61%
5000 41 55
27 166
bbb B b 22038 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl7.02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.02 4.91 ng 85025 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv-4-(2-furfurvli... 231 C13H13NO3 105482-68-6 35
2 Thiazolidin-4-one. 3-furfurvl-2-... 213 C8H7NO2S2 004703-95-1 22
3 2.6-Diamino-9-T2.6-dichlorobenzyv... 308 C12H10CI2N6 1000212-70-6 12
4 Androstan-3-one. 17-hvdroxv-2.4-... 318 C21H3402 054550-08-2 12
5 Acetamide, N-isoxazolo[5,4-b]pyr... 177 C8H7N302 1000362-63-0 10
Abundance Scan 1350 (17.017 min): BF088911.D (-1347) (-) m/z 43.10 100.00%
43
81
109 945
5000 105 | 161178 199 281 %7 303 4,9
214
H 16,80 17.00 17.20 17.40
Ohr b m/z 81.10 76 .25%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86732: Phenol, 2-methoxy-4-(2-furfurylimino)methy!-
81
231
53
5000 L B SULIL UL B

16.80 17.00 17.20 17.40
m/z 69.10 73.85%

NE 108123 150 170, 0o0p
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
81
213 B i R e
53 16.80 17.00 17.20 17.40
5000 138 m/z 55.10 73.08%
171
o ¥ 10615, 156" 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #150702: 2,6-Diamino-9-[2,6-dichlorobenzyl]purine R A BEREE R
43 16.80 17.00 17.20 17.40
m/z 109.10 65.58%
5000
149 273
68 89 123 ‘ ‘ 308
231
e bbb o 7108 200 28 256 | S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 80 17. OO 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.59 5.55 ng 96061 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 72
3 Hexadecanal 240 C16H320 000629-80-1 68
4 16-Octadecenal 266 C18H340 056554-87-1 64
5 16-Heptadecenal 252 C17H320 1000144-57-9 50
Abundance Scan 1400 (17.588 min): BF088911.D (-1397) (-) m/z 57.10 100.00%

:

5000

113 138 171185 265 B e e e e e
208 931 17.20 17.40 17.60 17.80 18.00

m/z 82.00 66.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-

-

17.20 17.40 17.60 17.80 18.00
m/z 96.10 53.22%

5000

152166180194208222236250 267

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 WM\/\W
Abundance
43 82
96 LRSI DU DA RN BN
57 17.20 17.40 17.60 17.80 18.00
5000{ g m/z 71.10 50.82%

110
0 152166180194208222236250264 282

mﬁmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal A ERmEa mEa S
17.20 17.40 17.60 17.80 18.00

m/z 55.10 50.17%

:

5000

29

124
138152166180 196 222 240

I T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088911.D

Aca On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl17.91 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.50 ng 43249 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazole-3-carbohvdrazide. 4-nitro- 171 C4H5N503 349102-88-1 17
2 Methvl 2-T(1H-2-o0xo0-4-pvrimidiny... 183 C7H9N303 128786-77-6 10
3 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 9
4 Acetamide. 2-I2-(5-methvIlfuran-2... 289 C15H15N03S 1000259-79-3 9
5 3-Picoline, 4-amino-, l-oxide 124 C6H8N20 004832-24-0 7

Abundance Scan 1428 (17.909 min): BF088911.D (-1426) (-) m/z 124.10 100.00%

5000

17.60 17.80 18.00 18.20

01 m/z 55.10 55.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39124: Pyrazole-3-carbohydrazide, 4-nitro-
124
141
69
5000 3853 LA L L L L L LB L |
171 17.60 17.80 18.00 18.20
94 m/z 134.00 55.93%
o 109 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
17.60 17.80 18.00 18.20
m/z 289.20 50.35%
5000 81 151 183 b
54 96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10437: 1,4-Benzenediol, 2-methyl-
124 17.60 17.80 18.00 18.20
m/z 122.00 47 .56%
5000
95
39 67
o 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088911.D

Acq On 11 Jul 2016 20:52

Operator : UM/SJ

Sample : H3921-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
1,3-Dioxolane, 2,... 2.52 2.5 ng 52740 1 6.71 415500 20.0
2-Pentanone, 4-hy... 4.87 4.7 ng 98386 1 6.71 415500 20.0
unknown6 .48 6.48 78.3 ng 1626120 1 6.71 415500 20.0
Benzenesulfonamid... 10.39 3.7 ng 108849 3 9.75 583294 20.0
Trichloroacetic a... 13.70 4.1 ng 127957 5 13.84 628713 20.0
1-Pentadecanethiol 14_.34 7.3 ng 230978 5 13.84 628713 20.0
Octadecanal 14.75 3.6 ng 61670 6 15.22 346217 20.0
1-Heneicosanol 14.95 9.5 ng 165162 6 15.22 346217 20.0
Eicosane 15.65 5.5 ng 94450 6 15.22 346217 20.0
12-Bromo-1-dodecanol 15.69 3.0 ng 51534 6 15.22 346217 20.0
unknownl17.02 17.02 4.9 ng 85025 6 15.22 346217 20.0
Oxirane, hexadecyl- 17.59 5.5 ng 96061 6 15.22 346217 20.0
unknownl17.91 17.91 2.5 ng 43249 6 15.22 346217 20.0

8270-BF063016.M Tue Jul 12 17:57:24 2016 Page: 17



