LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.881 470 475 490 rBV 476660 672728 21.64% 2.603%
2 5.304 542 547 550 rBV 2948545 2978066 95.80% 11.522%
3 6.328 715 721 724 rBvY 2888874 3054785 98.26% 11.819%
4 6.457 738 743 746 rBV 2984708 2923966 94.06% 11.313%
5 6.681 778 781 785 rBvY 818153 695357 22.37% 2.690%

6.839 804 808 812 rBV 2454639 2285789 73.53% 8.843%
7.245 872 877 880 rBV 1821691 1911519 61.49% 7.395%
1021011 933065 30.01% 3.610%
9.045 1177 1183 1186 rBV 2951960 3108782 100.00% 12.028%
9.716 1291 1297 1301 rBV 1045969 898315 28.90% 3.475%
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11 10.504 1425 1431 1434 rBV 1487683 1553149 49.96% 6.009%
12 11.192 1544 1548 1552 rBV 1009250 869919 27.98% 3.366%
13 12.780 1813 1818 1821 rBV 2304853 2394326 77.02% 9.263%
14 13.821 1991 1995 2002 rVB 764340 707726 22.77% 2.738%
15 15.221 2227 2233 2237 rBV 447057 552071 17.76% 2.136%

16 15.268 2238 2241 2248 rVB2 40133 51930 1.67% 0.201%

17 15.668 2304 2309 2314 rBVY 38310 59041 1.90% 0.228%

18 16.127 2382 2387 2394 rBVY 39041 66557 2.14% 0.258%

19 16.662 2473 2478 2485 rVB3 33306 65042 2.09% 0.252%

20 17.298 2581 2586 2595 rVB3 26419 64981 2.09% 0.251%
Sum of corrected areas: 25847114
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Data Path
Data File

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO71117\
BF096662.D
12 Jul 2017 00:30

SJ3/J

U

PB100552BL

27

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
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TIC: BF096662.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 19.35 ng 672728 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 475 (4.881 min): BF096662.D (-470) (-) m/z 42.95 100.00%
43
59
5000
101 UL A R R
460 4.80 5.00 5.20
St sl er 8 | h7 59.10  52.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I UL UL UL
59 460 4.80 500 5.20
m/z 101.10 14 .85%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 58.00 13.88%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- Rl e L R
59 460 4.80 5.00 5.20
m/z 41.00 8.75%
5000
a1 101
15 1 3\1 \‘H 53\\\“ 69 8‘3
mz> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2 unknown6.46 Concentration Rank 1

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

6.46 84.10 ng 2923970 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.457 min): BF096662.D (-738) (-) m/z 132.00 100.00%
32
5000 68
| % 620 640 6.60 6.80
75 104 - - - -
..,....,....,...:,“.'.‘.‘?,:!..61 A W - N m/z 68.10 38.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U UL R I
6.20 6.40 6.60 6.80
78 m/z 134.00 33.35%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 25.50%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R L R EAms w
132 6.20 6.40 6.60 6.80
m/z 69.10 15.11%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.14 ng 59041 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Octadecane 254 C18H38 000593-45-3 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2309 (15.668 min): BF096662.D (-2304) (-) m/z 57.00 100.00%
57
5000
| J 1310109 20 g 540 1560 1560 16,00
4 et m/z 43.00 61 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 L B BULELL BRI UL
ﬁmmmﬁmmm
29 m/z 71.05 56.91%
.iu‘,h (W J i 41?ﬁ }§9|}27|| ??2 N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 42 .10%
29
113 141 169 107 225 254
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57 15.40 15.60 15.80 16.00
m/z 55.00 22.82%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 15?0 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 5 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.41 ng 66557 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 64
2 Tetracosane 338 C24H50 000646-31-1 64
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
4 Heptadecane 240 C17H36 000629-78-7 59
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 53
Abundance Scan 2387 (16.127 min): BF096662.D (-2382) (-) m/z 57.00 100.00%
57
5000 85
, ‘ J |13 4 - 15150 1600 1620 16:40
S 1 L Y Y i m/z 43.00 57.67%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85 RN R BN BUURE
15.80 16.00 16.20 16.40
29 m/z 85.10 45 _.31%
12 ‘\“ h | |18 141 160 107 225 253 206
m/z--> éo 160 150 200 2éo 360
Abundance
57
15.80 16.00 16.20 16.40
5000 P m/z 71.05 45 .24%
29
113 141 169 197 225 253 281 309 338
m/z--> éo 160 1%0 200 250 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- i Il bt
57 15.80 16.00 16.20 16.40
m/z 55.10 23.30%
5000 85
140
39 | ) jus T 182 o550
m/z--> 5'0 1(')0 1&1,0 200 25'30 3(')0 15.I80 16.|00 16.|20 16.I40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.36 ng 65042 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Hentriacontane 437 C31H64 000630-04-6 78
Abundance Scan 2478 (16.662 min): BF096662.D (-2473) (-) m/z 57.05 100.00%
5
5000
99 LR DA PR U
41 193 281 16.40 16.60 16.80 17.00
m/z 43.05 69.13%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LI B BRI SULRLLE UL

16.40 16.60 16.80 17.00
m/z 71.10 60.32%

2 ‘MJHM ﬂ“ 183215 253 309 351 407 446477 533 575 618

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

16.40 16.60 16.80 17.00
5000 m/z 85.05 37.51%

99
141 183 9p5 281 337 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #202661: Heptacosane
57 16.40 16.60 16.80 17.00
m/z 41.00 21.63%
5000
99
26 | ;141 183 225 267 309 380
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 7 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.30 2.35 ng 64981 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72
3 Octacosane 394 C28H58 000630-02-4 64
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 64
5 Tetrapentacontane 759 C54H110 005856-66-6 64

Abundance Scan 2586 (17.298 min): BF096662.D (-2581) (-) m/z 57.10 100.00%
57
5000 85
111 1 R B SRR B S
" 167 191 267 17.00 17.20 17.40 17.60
N S m/z 43.05  79.42%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L B SURLR B UL
17.00 17.20 17.40 17.60
29 m/z 71.05 64 .36%
J‘L‘Mhhﬂh H A3A1ﬂ1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
17.00 17.20 17.40 17.60
5000 m/z 85.05 48 _.57%
85
29 M1 139 169 219 239 291
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane
57 17.00 17.20 17.40 17.60
m/z 55.00 33.20%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 300 350 ' 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096662.D

Acq On 12 Jul 2017 00:30

Operator : SJ/JU

Sample : PB100552BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.88 19.4 ng 672728 1 6.68 695357 20.0
unknown6 .46 6.46 84.1 ng 2923970 1 6.68 695357 20.0
Heptadecane 15.67 2.1 ng 59041 6 15.22 552071 20.0
Heneicosane 16.13 2.4 ng 66557 6 15.22 552071 20.0
Tetratetracontane 16.66 2.4 ng 65042 6 15.22 552071 20.0
Heptacosane 17.30 2.4 ng 64981 6 15.22 552071 20.0
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