LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104366.D

Aca On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 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-BF040618.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 5.010 493 497 504 rvB 84920 106272 3.54% 0.425%
2 5.410 560 565 568 rBY 2355874 2177334 72.52% 8.699%
3 6.428 732 738 742 rBVY 2383993 2492263 83.01% 9.957%
4 6.569 757 762 765 rBVY 2582262 2385677 79.46% 9.531%
5 6.804 798 802 805 rBV 984448 793344 26.42% 3.169%
6 6.957 824 828 831 rBVY 2108849 1774259 59.09% 7.088%
7 7.363 892 897 900 rBVY 1494657 1507081 50.19% 6.021%
8 8.087 1016 1020 1023 rBY 1362304 1065042 35.47% 4 _.255%
9 9.163 1198 1203 1206 rBvV 3480731 3002528 100.00% 11.995%
10 9.557 1266 1270 1273 rBV 214516 180660 6.02% 0.722%
11 9.775 1303 1307 1310 rVB 50940 43699 1.46% 0.175%
12 9.839 1314 1318 1322 rVB 1323951 1157208 38.54% 4.623%
13 10.275 1389 1392 1394 rVB 75117 62053 2.07% 0.248%
14 10.633 1447 1453 1456 rBV 2261578 2170539 72.29% 8.671%
15 10.745 1469 1472 1478 rVB 81344 75136 2.50% 0.300%
16 11.192 1546 1548 1551 rBvV2 44324 37881 1.26% 0.151%

17 11.328 1567 1571 1574 rBV 1305276 1063911 35.43% 4._.250%
18 11.857 1657 1661 1665 rBV 168030 166479 5.54% 0.665%
19 12.639 1791 1794 1799 rBV5 30518 34357 1.14% 0.137%
20 12.922 1837 1842 1845 rBV 3060602 2966768 98.81% 11.852%

21 13.810 1990 1993 1997 rBV 122640 117765 3.92% 0.470%
22 13.969 2016 2020 2024 rBV 854022 758891 25.28% 3.032%

23 15.433 2263 2269 2273 rBV 654450 817093 27.21% 3.264%
24 15.951 2352 2357 2366 rBV 28286 74807 2.49% 0.299%

Sum of corrected areas: 25031047
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040918\

BF104366.D
9 Apr 2018 12:39
JussJ
J2148-04
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104366.D

Aca On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5

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

5.01 2.68 ng 106272 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF104366.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 SRR AR AR NS
53 83 | 4.60 4.80 5.00 5.20 5.40
SRR 1 NSSES S 08 AR MM m/z 59.10 58.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR LA LU
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.94%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 15.23%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R E e S
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.02%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104366.D

Aca On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 60.14 ng 2385680 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (6.569 min): BF104366.D (-757) (-) m/z 132.00 100.00%
132
5000 68
96 AR SRR
40 54 8 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 40.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR R SRR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.63%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.90%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl s o R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.04%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN | G | S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104366.D

Aca On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.13 ng 166479 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 1662 (11.863 min): BF104366.D (-1657) (-) m/z 73.00 100.00%

5000 129

SN
w
D
o
~
[¢N)

213

11.60 11.80 12.00 12.20
m/z 43.05 76.86%

143 157171 185 199

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN

w
for)
S
~
»

5000: 129 LI L L L B
11. 60 11. 80 12. 00 12 20
‘\ Hu‘

m/z 60.00 68.88%
NI RS SR

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

213
143 157171 185 199

60 73

43 L B B i
11.60 11.80 12.00 12.20

5000 - 129 m/z 55.05 68.27%

87 115 171
101 143 157 185

B e e e e e R e

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

Abundance #95855: Pentadecanoic acid e e
43 60 73 11.60 11.80 12.00 12.20

m/z 57.05 67.22%

214

%

5000

3

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104366.D

Aca On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.10 ng 117765 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1993 (13.810 min): BF104366.D (-1990) (-) m/z 83.05 100.00%

57 8B

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 57.05  98.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 83

3

5000 TT T T[T T I T [T T T T[T T TT[TT
13. 40 13. 60 13. 80 14. OO 14 20
29 m/z 69.05 85.28%
6
Lo 182 210 238 266
e RaRRsasLw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
A B o
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.00 84 .85%
29
139 167182 210 238 266 294 MNJW
m@ﬂmﬁmﬁrmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol A B o
56 13.40 13.60 13.80 14.00 14.20
m/z 43.05 84 _30%
5000
29 139
e 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104366.D

Acq On : 9 Apr 2018 12:39

Operator : JU/SJ

Sample : J2148-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.01 2.7 ng 106272 1 6.80 793344 20.0
unknown6 .57 6.57 60.1 ng 2385680 1 6.80 793344 20.0
n-Hexadecanoic acid 11.86 3.1 ng 166479 4 11.33 1063910 20.0
n-Nonadecanol-1 13.81 3.1 ng 117765 5 13.97 758891 20.0
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