LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13244-12 NM13-COMP-6-18

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-BF050217 .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 5.095 533 537 562 rBV 86158 230825 10.17% 1.308%
2 5.701 636 640 673 rBV 729037 1976944 87.09% 11.206%
3 7.283 905 909 925 rBV 728008 1748057 77.01% 9.909%
4 7.401 925 929 950 rVB 1325810 2269890 100.00% 12.867%
5 7.736 982 986 999 rVB 428425 537109 23.66% 3.045%
6 7.972 1021 1026 1047 rBvV 1228036 1597547 70.38% 9.056%
7 8.642 1136 1140 1167 rBV 485144 1128757 49.73% 6.398%
8 9.766 1327 1331 1355 rBV 258617 613278 27.02% 3.476%
9 11.530 1626 1631 1654 rBV 1096299 2013820 88.72% 11.415%
10 12.242 1747 1752 1769 rBvV 105779 207775 9.15% 1.178%
11 12.595 1807 1812 1828 rBV2 426829 751291 33.10% 4 ._.259%
12 13.418 1948 1952 1959 rBvV 28819 37926 1.67% 0.215%
13 13.895 2029 2033 2058 rBvV 465759 985120 43.40% 5.584%
14 14.195 2080 2084 2093 rBv2 27480 40312 1.78% 0.229%
15 15.001 2217 2221 2244 rVB 306320 625676 27 .56% 3.547%
16 15.483 2298 2303 2316 rBv2 37929 89020 3.92% 0.505%
17 15.848 2360 2365 2370 rBVv4 35236 61658 2.72% 0.350%
18 15.954 2379 2383 2396 rVB5 49199 99149 4_.37% 0.562%

19 16.789 2521 2525 2534 rBV 80475 116194 5.12% 0.659%
20 17.095 2572 2577 2586 rVB 91023 135803 5.98% 0.770%

21 17.312 2609 2614 2625 rBV 844230 1000244 44.07% 5.670%

22 18.553 2817 2825 2838 rBV5 25804 82595 3.64% 0.468%
23 18.677 2840 2846 2850 rBV2 332605 520090 22.91% 2.948%
24 19.783 3031 3034 3038 rBvV 22713 24507 1.08% 0.139%
25 19.953 3060 3063 3066 rBV 57454 79776 3.51% 0.452%
26 20.065 3079 3082 3087 rBV2 20818 25134 1.11% 0.142%
27 20.241 3109 3112 3118 rBV 36546 44709 1.97% 0.253%
28 20.300 3119 3122 3126 rBV 45262 52054 2.29% 0.295%
29 20.353 3127 3131 3139 rBV 254393 410236 18.07% 2.325%
30 20.788 3201 3205 3210 rBV6 15622 24068 1.06% 0.136%
31 21.718 3358 3363 3370 rBV5 29285 56672 2.50% 0.321%
32 22.112 3426 3430 3439 rVBS8 25147 54878 2.42% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34

Operator : SJ/MA

ﬁ?ggle i 13244-12 NM13-COMP-6-18
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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 17641114
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34

Operator : SJ/MA

ﬁ?ggle i 13244-12 NM13-COMP-6-18
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095516.D

7.97
1200000

1000000
800000 570 79

600000

8.64
7.74

400000

200000
5.10

T T
7.00 7.50

T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF095516.D

I I
8.00 8.50 9.00

1200000
11.53

1000000
800000

600000
13.89

400000
15.00

12.59
9.77
200000
12.24 5 16
15.48 151859 ‘
o A\ 1%42 Il{&g | .48 fg\ [

Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095516.D

1200000

1000000

17.31
800000

600000
400000 18.68

20.35
200000

10 18.5 19.78 0 2079 21.72 2211

GL

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34

Operator : SJ/MA

ﬁ?ggle i 13244-12 NM13-COMP-6-18
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 8.60 ng 230825 1,4-Dichlorobenzene-d4 7.74
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 538 (5.101 min): BF095516.D (-533) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IEBERRARE SRRRERRERE AR
| | 83.0 480 5.00 5.20 5.40
A AL RRAaa o L R s R m/z 59.10 59.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.00 21.54%
ﬁ%o . | g30 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 13.95%
20.0 101.0
15.0 73.0 85.0
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
54.0 480 5.00 5.20 5.40
m/z 41.00 10.67%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF052717\

BF095516.D

28 May 2017 1:34

SJI/MA

13244-12 NM13-COMP-6-18
15 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
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 unknown7.40 Concentration Rank 1

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

7.40 84 .52 ng 2269890 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 929 (7.401 min): BF095516.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.0 k
96.0 A SRS IS B R
40.0 540 J 700 7.0 7.40 7.60 7.80
..:'.,:|-.|.'.8,2-P..!,-: RS R | m/z 68.05 36.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I LS UL UL I
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.99%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.10 22.33%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .80%
74.0
5000 98.0 116.0 /\\Jk
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN .
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34

Operator : SJ/MA

ﬁ?ggle i 13244-12 NM13-COMP-6-18
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 4 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.48 2.85 ng 89020 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 90
3 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 90
4 1-Heptadecene 238 C17H34 006765-39-5 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 2302 (15.477 min): BF095516.D (-2298) (-) m/z 55.10 100.00%
55.1 83.0
5000
167.0
111.1

15.20 15.40 15.60 15.80
m/z 83.00 84.53%

ERERREERER S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol

43.0

69.0

5000
15.20 15.40 15.60 15.80
1250 m/z 69.00 83.42%
22.0 “‘ 1L " 154.0 196.0 224.0
S REARRRRRRE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 15.20 15.40 15.60 15.80
5000 ' m/z 43.05 80.91%
29.0

111.0
139.0 168.0 195.0 224.0 252.0
Wﬁwﬂwﬁwﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #224101: 4-Heptafluorobutyryloxyhexadecane
.0 15.20 15.40 15.60 15.80
m/z 57.00 78 .37%

5000
29.0

135.0

169.0 200.0 224.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052717\

Data File : BF095516.D

Aca On : 28 May 2017 1:34

Operator : SJ/MA

ﬁ?ggle i 13244-12 NM13-COMP-6-18
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.17 ng 99149 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 49
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2382 (15.948 min): BF095516.D (-2379) (-) m/z 73.00 100.00%
431 | 30
189.1
5000
129.1
94.6
H H “I | ‘ 15|7° | 21‘?'3 15.60 15.80 16.00 16.20
A m/z 60.00 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
15.60 15.80 16.00 16.20
VJM 1570 1geo 2130 260 | M/Z 43.10  81.95%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15,60 15.80 16.00 16.20
m/ 57.05 71.66Y%
5000 129.0 z 0
185.0 228.0
97.0
157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid
60.0 15.60 15.80 16.00 16.20
m/z 189.10 64.52%
5000
29.0 Am
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1I5.6IOI 1580 16|00 1620 ol
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF052717\

BF095516.D

28 May 2017 1:34

SJI/MA

13244-12 NM13-COMP-6-18
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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-Hexacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.55 3.18 ng 82595 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 81
2 n-Tetracosanol-1 354 C24H500 000506-51-4 76
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 58
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 58

Abundance Scan 2824 (18.547 min): BF095516.D (-2817) (-) m/z 57.00 100.00%
57.0 230.0
97.0
5000
o 1520 1840 1960 1080
—a ey m/z 230.00 90.67%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
5000 83.0
18.20 18.40 18.60 18.80
m/z 83.00 85.71%
10|, | ‘\“ L “L‘ 12501540 196.0 238.0 278.0 3220 3640
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
18.20 18.40 18.60 18.80
5000 83.0 m/z 55.05 75.80%
140 125.0154.0 196.0 238.0 280.0  336.0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R i o
57.0 (97.0 18.20 18.40 18.60 18.80
m/z 43.10 74.78%
5000
39.0
27,0 | J‘ \i i kt |, 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350 1820 1840 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052717\

Data File : BF095516.D

Acg On : 28 May 2017 1:34

Operator : SJ/MA

3?22'6 i 13244-12 NM13-COMP-6-18
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.10 8.6 ng 230825 1 7.74 537109 20.0
unknown? .40 7.40 84.5 ng 2269890 1 7.74 537109 20.0
1-Hexadecanol 15.48 2.9 ng 89020 4 15.00 625676 20.0
n-Hexadecanoic acid 15.95 3.2 ng 99149 4 15.00 625676 20.0
1-Hexacosanol 18.55 3.2 ng 82595 5 18.68 520090 20.0
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