LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\

Data File : BF089557.D

Aca On : 2 Aug 2016 20:10 Instrument :
Operator : UM/SJ gmgigamlem'
3?22'6 i H4269-16 saasa&oégo
ALS Vial : 19 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-BF072716.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 1.644 4 5 47 rVB 770496 1652022 100.00% 14.287%
2 4 _.559 257 260 269 rBV 244239 415127 25.13% 3.590%
3 5.039 300 302 321 rBV 931054 1116106 67.56% 9.652%
4 5.450 337 338 345 rVB 17361 19524 1.18% 0.169%
5 6.136 395 398 400 rBY 1019638 1122975 67.98% 9.711%

6.239 405 407 409 rBV 1195748 1184743 71.71% 10.246%
6.467 426 427 438 rBv4 165832 209050 12.65% 1.808%
6.627 438 441 443 rBvV 764145 866314 52.44% 7.492%
7.050 476 478 488 rBvV 405761 692607 41.92% 5.990%
7.187 488 490 496 rVB 20837 37321 2.26% 0.323%

=
QO ~NO®

11 7.759 538 540 552 rBV 240878 270773 16.39% 2.342%
12 8.833 632 634 637 rBV 1106749 1097405 66.43% 9.490%
13 9.233 667 669 672 rBvY 248760 259369 15.70% 2.243%
14 9.496 690 692 695 rBvV 321018 285044 17.25% 2.465%
15 10.285 759 761 771 rBV 625361 654934 39.64% 5.664%

16 10.422 771 773 780 rVB 26581 35116 2.13% 0.304%
17 10.868 810 812 813 rBV 19130 17383 1.05% 0.150%
18 10.971 818 821 826 rBV 235438 243336 14.73% 2.104%
19 11.234 842 844 848 rBV 22995 44178 2.67% 0.382%

20 12.548 957 959 962 rBV 845626 856148 51.82% 7.404%

21 13.474 1037 1040 1047 rVB 28574 48407 2.93% 0.419%
22 13.588 1048 1050 1058 rBV 196471 224020 13.56% 1.937%
23 14.914 1163 1166 1173 rBV 189112 211567 12.81% 1.830%

Sum of corrected areas: 11563469
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 39.72 ng 415127 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (4.559 min): BF089557.D (-257) (-) m/z 43.05 100.00%
48
59
5000
101 T T
51| 83 420 4.40 4.60 4.80
S O S P s N m/z 59.10 61.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methy!-
43 f
5000
59 420 4.40 4.60 4.80
m/z 101.10 22 .44%
15 31 101
‘ 11 ‘ ' 51 Il 83 ‘
mz> 10 2% 30 4 50 60 70 80 8 100 110 130 130 150
Abundance
59
420 440 460 480
5000 m/z 58.10 15.06%
41
29 101
50 73 86
Wmmmmmm
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  Eama e .
59 420 440 460 4.80

m/z 41.10 9.71%

5000 41
68
|l] so 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.24 Concentration Rank 2

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

6.24 113.35 ng 1184740 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 407 (6.239 min): BF089557.D (-405) (-) m/z 132.00 100.00%
5000 68
40 % J " 6.00 620 6.40 6.60
54 . . . .
Jrer lws W w/z 68.10  41.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.00 6.20 6.40 6.60
33 44 o 105 m/z 134.00  32.45%
,,,\,I,,‘,ﬁ‘?”\”9,,,,\““,}1,5 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 600 620 6.40 6.60
5000 m/z 66.10 26.98%
31 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.03%
5000 98 116
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN AV A S —
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.19 2.76 ng 37321 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 16
3 3.3-Dimethvilbutvlamine 101 C6H15N 015673-00-4 9
4 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 9
5 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 9

Abundance Scan 490 (7.187 min): BF089557.D (-488) (-) m/z 73.10 100.00%
3
88
5000
Ul ” | 101 115 6.80 7.00 7.20 7.40 7.60
USRI NLAI SRS NI A I N AN LS RSN RN LA SRS SRR BN m/z 88.10 77.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 S U A
41 57 6.80 7.00 7.20 7.40 7.60
101 116 m/z 41.10 35.18%
"I'”'I'”'I'”'I"”I"'W'q?ﬁ"""' v"'v"'v"'v'}?ﬁ"'ﬂéé'v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
55 A
A S U A
43 6.80 7.00 7.20 7.40 7.60
5000 m/z 57.10 31.05%
27 33 101
15 o5 112
m@wﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4151: 3,3-Dimethylbutylamine R e .
30 6.80 7.00 7.20 7.40 7.60
m/z 55.10 24 _95%
5000
15 | M 57 g gs 101
mz-> 10 20 30 40 5 65 70 80 90 100 110 130 130 140 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.89 ng 35116 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 80
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 72
Abundance Scan 773 (10.422 min): BF089557.D (-771) (-) m/z 57.10 100.00%
57
43 71
5000 85
| 9 .5 10.20 10.40 10.60 10.80
e e S e | M/z 71.10 75.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 n

85 10.20 10.40 10.60 10.80
- | m/z 43.05  74.17%
|

| | 99 113 127 141 155 169 183 197 226
S| B N |

o R R e e s e e
m/z--> 20 40 60 80 100 120 140 160 180

|
200 220

Abundance
43 71 85
10.20 10.40 10.60 10.80
5000 m/z 85.10 47 .91%
55
29
97 111123 137 153 167
IR B B B A B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester .
57 10.20 10.40 10.60 10.80
43 m/z 41.10 40.42%
71 g5
5000
29 113
.,ﬂh.H”.W,”M.ﬂu.?%.N.“..w...w...w..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Oxalic acid, cyclobutyl oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.63 ng 44178 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 53
2 l1l-Heptanol. 6-methvl- 130 C8H180 001653-40-3 43
3 2.4.6.8-Tetramethvl-1-undecene 210 C15H30 059920-26-2 40
4 2-Hexenal. (E)- 98 C6H100 006728-26-3 38
5 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 38
Abundance Scan 844 (11.234 min): BF089557.D (-842) (-) m/z 55.10 100.00%
55 33
5000
111
11.00 11.20 11.40 11.60
ot m/z 57.10 90.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester
55

5000
11.00 11.20 11.40 11.60
29‘ m/z 43.10 89.42%
| ‘ J 125141 297
.”,””,”.q”.q.”w.”w.”..”..”..”..”..”..”..”.P”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
70 11.00 11.20 11.40 11.60
5000 m/z 69.10 86.56%
29
97
14 112 129
WWWTWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69591: 2,4,6,8-Tetramethyl-1-undecene . . T . T
43 11. 00 11. 20 11. 40 11. 60

m/z 83.10 86 .34%

2
5000
69 /\
‘ 84
Ll T ee

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080216\
Data File : BF089557.D

Aca On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample : H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.32 ng 48407 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 1040 (13.474 min): BF089557.D (-1037) (-) m/z 83.10 100.00%
55
5000 111
| " 113.20 13.40 13.60 13.80
——e et e m/z 55.10 98.03%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3
5000 L SULILN UL SUULR RO
13.20 13.40 13.60 13.80
29 m/z 43.10 96.86%
168 196
,‘{gﬁlm \ \‘ ‘149 B - .- S
m/z--> 50 200 250 300 350
Abundance
57 83
113.20 13.40 13.60 13.80
5000 11 m/z 57.10 95.63%
29
139 167 105 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol e
57 7 13.20 13.40 13.60 13.80
m/z 69.10 90.70%
5000
125
21 L i L L1§34181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080216\
Data File : BF089557.D

Acq On : 2 Aug 2016 20:10

Operator : UM/SJ

Sample - H4269-16

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.56 39.7 ng 415127 1 6.47 209050 20.0
unknown6 .24 6.24 113.3 ng 1184740 1 6.47 209050 20.0
Hexanoic acid, 2-... 7.19 2.8 ng 37321 2 7.76 270773 20.0
Hexadecane 10.42 2.9 ng 35116 4 10.97 243336 20.0
Oxalic acid, cycl... 11.23 3.6 ng 44178 4 10.97 243336 20.0
Pentafluoropropio... 13.47 4.3 ng 48407 5 13.59 224020 20.0
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