LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO70616\

Data File : BF088766.D

Aca On -7 Jul 2016 6:44 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle ; H3870-02 SB@LCOME
ALS Vial : 26 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 1.701 9 10 17 rVB 47409 69387 1.47% 0.282%
2 1.827 19 21 32 rvB 486939 715184 15.10% 2.904%
3 4.913 288 291 296 rVB 97788 141168 2.98% 0.573%
4 5.336 326 328 331 rVB 1351691 1668806 35.24% 6.776%
5 6.387 417 420 422 rBY 1748684 1861754 39.31% 7 .559%
6 6.513 428 431 434 rBY 1803694 1728249 36.49% 7.017%
7 6.742 449 451 453 rBV 396555 540417 11.41% 2.194%
8 6.902 463 465 467 rBB 1427400 1298383 27.41% 5.272%
9 7.313 498 501 503 rBVY 1263425 1211763 25.59% 4.920%
10 8.033 561 564 566 rBV 928041 791883 16.72% 3.215%

11 9.108 656 658 661 rvB 1650460 1983590 41.88% 8.054%
12 9.508 691 693 695 rBvV 281737 253865 5.36% 1.031%
13 9.782 715 717 719 rvVv 926320 790950 16.70% 3.211%
14 10.571 783 786 788 rvV 925586 1051428 22.20% 4.269%

15 10.696 796 797 801 rBV 67339 82437 1.74% 0.335%
16 11.142 834 836 838 rBvV 63294 57087 1.21% 0.232%
17 11.256 844 846 850 rVB 826204 744537 15.72% 3.023%
18 11.588 872 875 877 rvv2 46350 68707 1.45% 0.279%

19 11.668 880 882 885 rvB 1074986 898929 18.98% 3.650%
20 12.377 939 944 947 rBV2 2814116 4736140 100.00% 19.230%

21 12.457 949 0951 954 rVB 502082 513592 10.84% 2.085%
22 12.685 968 971 974 rBV2 97182 118968 2.51% 0.483%
23 12.845 983 985 987 rVB 1794532 1636339 34.55% 6.644%
24 13.097 1004 1007 1013 rVB3 38786 91560 1.93% 0.372%
25 13.748 1063 1064 1071 rVB2 79157 102598 2.17% 0.417%

26 13.885 1073 1076 1077 rVvVv 500692 643211 13.58% 2.612%

27 14.377 1115 1119 1124 rBV2 23880 74822 1.58% 0.304%
28 14.674 1142 1145 1149 rVV3 39123 64786 1.37% 0.263%
29 14.880 1160 1163 1168 rVB 53804 120924 2.55% 0.491%
30 15.200 1189 1191 1194 rBV 35180 59599 1.26% 0.242%

31 15.268 1194 1197 1200 rBV 416511 507690 10.72% 2.061%

Sum of corrected areas: 24628753
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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

Abundance

2500000

2000000

1500000

1000000

500000

1.7

1.83

TIC: BF088766.D

6.38:

5.34

4.91

51

6.90

6.74

7.31

0

Time-->

4.00

5.50

6.00

T
2.00

2.50

3.00

T T
3.50 4.50 5.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF088766.D
12

9.11

11.67

8.03 9.78

12.46

12.85

12.69

13.10

Time-->

10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance

2500000

2000000

1500000

1000000

500000

13.7

13.89

TIC: BF088766.D

15.27

14.38 14.6714.88 15.20

Time-->

17.00

16.00 16.50

14.00 14.50

15.00 15.50

17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.91 5.22 ng 141168 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 291 (4.913 min): BF088766.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101 DN B N
83 460 4.80 5.00 5.20
o...,....,....,....','::..?.1.~:~.|,...‘??....,.-...,...:,....1,1.1...,....,....,...., m/z 59.10 63.23%
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 LR L LI I I
59 460 480 500 520
m/z 101.10 24 .34%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17.28%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R ERAREEEEE e
59 460 4.80 5.00 5.20
m/z 41.10 9.54%
5000 43
31
15 ‘ \‘\ ! 69 8\7
R R R SRS AN ARAR RRARA RARSA RARAN LARAN LALA RALRS RS RARRY IR RN LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 unknown6.51 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.51 63.96 ng 1728250 1,4-Dichlorobenzene-d4 6.75
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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 431 (6.513 min): BF088766.D (-428) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ¥ 620 6.40 6.60 6.80
54 104 . . . .
0 .,....,...:ll!.‘.‘?,:.' .6.1!.'.|,....,..5.‘?,....,.'!..,.1.1?.,...., | M- m/z 68.10 A47.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN AR R AR
6.20 6.40 6.60 6.80
78 m/z 134.00 32 .54%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 30.27%
33 am o g7 105
o 51 60 8 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e B m
132 6.20 6.40 6.60 6.80
m/z 69.10 19.87%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : 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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.70 2.21 ng 82437 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 797 (10.696 min): BF088766.D (-796) (-) m/z 57.10 100.00%

57
43 71

5000

169 184 10.40 10.60 10.80 11.00

113 127 141

o m/z 43.10 67.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 LA L L L L L L
10. 40 10. 60 10 80 11. OO
29 9 m/z 71.10 66.52%
0 ‘ L o 8 17aa 155 169 183 197 226
L A I e e e A RARRRmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 ¥
R B EEREE SR EE RS
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 46.91%
29 99
ol_16 112 127 141 155 169 184
L A i e o e e e LR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane e
57 10. 40 10. 60 10 80 11. 00
43 m/z 41.10 32.75%
71
5000 85
29 99
OﬁJmHn | 118127 141 155 169 183 212
LI o o o o R R LN R e R REREEEEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 24 .15 ng 898929 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 882 (11.668 min): BF088766.D (-880) (-) m/z 74.10 100.00%
!
5000
43
‘ m 1151291T3157171185199213227241 270 1140 11.60 11.80 12,00
0...,....,....',.-.'.. J:...h,l....,....,....,.... vt A s NS m/z 87.10 72.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74
87
5000 L I SR UL U
43 11.40 11.60 11.80 12.00
7 143 007 m/z 43.10 31.56%
das 2 | U et | nnissisen®ion  #T0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 LA N S S
11.40 11.60 11.80 12.00
5000 43 270 m/z 55.10 26.18%
57 143 227
. 29 101115129 ' 157171185199513 | 241,55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester T e T
74 11.40 11.60 11.80 12.00
87 m/z 41.05 24 .15%
5000
43 143 185
o152 | T s | asrn Piee 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.38 127.22 ng 4736140 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 8-0Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
3 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 99
4 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
Abundance Scan 944 (12.377 min): BF088766.D (-939) (-) m/z 55.10 100.00%
5000 /J\_A
3 123 NSRS SN S
138153 180 222 264 12,00 12.20 12,40 12.60
o 207 1248 295 m/z 69.10 68.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
74
5000 AU SUMLRN SUULEE
12,00 12.20 12,40 12.60
29 m/z 41.10 67 .03%
. 137152 180 97222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 AU AR AR B
12.00 12.20 12.40 12.60
5000 97 m/z 74.10 57.11%
29 264
123 222
. 38153 1% 207 245 | 27929
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141274: 7-Octadecenoic acid, methyl ester e ARRAREREE
12,00 12.20 12,40 12.60
74 m/z 83.05 53.77%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 6-Dodecanol acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.85 ng 91560 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecanol acetate 228 C14H2802 060826-23-5 53
2 1-Hexacosanol 382 C26H540 000506-52-5 35
3 cis-11-Hexadecenal 238 C16H300 053939-28-9 35
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 30
5 1-Eicosanol 298 C20H420 000629-96-9 30
Abundance Scan 1007 (13.097 min): BF088766.D (-1004) (-) m/z 55.10 100.00%
4
5000 97
137 T T
15 " 1‘|35 215 12.80 13.00 13.20 13.40
o e m/z 69.10 68.55%
m/z--> 50 100 150 200 250 300 350
Abundance #84458: 6-Dodecanol acetate
43
5000 R R R SRR B
69 g7 nmnmnmmm
m/z 41.10 65.28%
| \H\ HM | 14 168
0...“| ““”“‘.‘l...|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
43
12:80 13.00 13.20 13.40
5000 83 m/z 43.10 63.02%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 260 250 360 3éo
Abundance #92519: cis-11-Hexadecenal R EEEmaEE S S
55 12.80 13.00 13.20 13.40
m/z 57.10 59.33%
5000 81
111
135
Ouuut}H.M Inlhl 163.]:9|5.22.0.23.8|....|....|.. R BRE R EEms e
m/z--> 100 150 200 250 300 350 12. 80 13. 00 13 20 13 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.19 ng 102598 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1064 (13.748 min): BF088766.D (-1063) (-) m/z 57.10 100.00%
57 83
5000 111 A/\/L\___j\kJ\\/\
l 11290167 13.40 13.60 13.80 14.00
o S m/z 83.10 87.24%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
5000 1l R R A PR B
13 40 13. 60 13.80 14.00
m/z 55.10 86.94Y%
29 139
N ,\‘ , ‘\\ ! ,“\, el 195 222 260 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
13.40 13.60 13.80 14.00
5000 m/z 43.10 83.11%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #205392: Trichloroacetic acid, hexadecy! ester e REREE
3 13.40 13.60 13.80 14.00
69 m/z 69.10 76.78%
97
5000
125
o J | hu ‘\ N 15|3 196 224
m/z--> 50 100 150 2(')0 250 3(')0 3&'30 13 40 13. 60 13. 80 14'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .38 2.33 ng 74822 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 1119 (14.377 min): BF088766.D (-1115) (-) m/z 57.10 100.00%
57
5000 JJ
14.00 14.20 14.40 14.60
ol Lk “??ﬂl“l. 2 e e M/Z 71.10  69.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57
5000 AR DU DAL BB B
mmmmmmmm
99 m/z 43.10 63.21%
ol d L1y 1 183 225 267 309 951 437
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.00 14.20 1440 14.60
5000 m/z 85.10 49 .36%
97
127 4¢9
0. 26 211 253 309 351 407 446477 533 575 618
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #209565: Octacosane A REEE RS
57 14.00 14.20 14.40 14.60
m/z 55.10 28.36%
5000
99
ol 41 183 225 261 337 394
m/z--> 5'0 1c')o 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 14. 00 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088766.D

Aca On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample = H3870-02

Misc :

ALS Vial : 26 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 unknownl4.67 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.55 ng 64786 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(4-Methoxvphenvl)-1-(2-naphthy... 288 C20H1602 022359-67-7 40
2 Quinoline. 2-methvl-4-(5-pvridin... 288 C17H12N40 1000317-16-7 38
3 Quinoline. 2-methvl-4-(5-pvridin... 288 C17H12N40 1000317-16-4 32
4 5-Imidazolic amide. 4-amino-2-T4... 288 C12H12N603 1000128-07-1 32
52,3,4,5,7a,8,11,12-0ctahydro-1H-... 288 C16H20N20S 1177856-80-2 27
Abundance Scan 1145 (14.674 min): BF088766.D (-1142) (-) m/z 288.20 100.00%
288
5000 57
180
85 e
3 99 127 149 197 5hg 25358 14.40 14.60 14.80 15.00
(o} aa m/z 57.10 41.02%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134707: 3-(4-Methoxyphenyl)-1-(2-naphthyl)prop-2-en-1-one
288
180
5000 127 1440 1460 14.80 15.00
77 s 273 m/z 71.05 36.35%
0.}?,”..,.?}WH..J\.?E,ﬁ??ﬂ J.L,..lkj..”,h..?ﬁf.v,???.ﬂ..ﬂqu.k .L.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
288
1440 14.60 14.80 15.00
5000 s 106 m/z 180.10 31.76%
51 184
o3 12514015564 210 35 259
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134478: Quinoline, 2-methyl-4-(5-pyridin-4-yl-[1,2,4]oxad... e L BN R D
288 14.40 14.60 14.80 15.00
m/z 289.20 25.32%
5000 78 106
51 184
140155 259
oo 3L g e | 210 g |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088766.D

Acq On > 7 Jul 2016 6:44

Operator : UM/SJ

Sample - H3870-02

Misc :

ALS Vial : 26 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]
2-Pentanone, 4-hy... 4 .91 5.2 ng 141168 1 6.75 540417 20.0
unknown6.51 6.51 64.0 ng 1728250 1 6.75 540417 20.0
Hexadecane 10.70 2.2 ng 82437 4 11.26 744537 20.0
Hexadecanoic acid... 11.67 24.1 ng 898929 4 11.26 744537 20.0
9-Octadecenoic ac... 12.38 127.2 ng 4736140 4 11.26 744537 20.0
6-Dodecanol acetate 13.10 2.9 ng 91560 5 13.89 643211 20.0
n-Tetracosanol-1 13.75 3.2 ng 102598 5 13.89 643211 20.0
Hentriacontane 14_.38 2.3 ng 74822 5 13.89 643211 20.0
unknownl14 .67 14.67 2.5 ng 64786 6 15.27 507690 20.0
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